LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082089.D

Aca On : 6 Oct 2015 17:39

Operator : UM/I1Z

Sample : 6G3906-01

Misc :

ALS Vial : 14 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-BF092815.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 5.063 253 256 259 rBV 799762 1087514 54.88% 5.472%
2 5.474 290 292 295 rBVY 1235878 1453406 73.34% 7.313%
3 6.514 380 383 385 rBVY 1770957 1901767 95.97% 9.569%
4 6.651 392 395 397 rBY 1730688 1969740 99.40% 9.911%
5 6.880 413 415 419 rBV 535802 463617 23.40% 2.333%
6 7.040 426 429 431 rBV 1569266 1600529 80.77% 8.053%
7 7.452 462 465 467 rBV 1193517 1240756 62.61% 6.243%
8 8.172 525 528 530 rBV 584421 605366 30.55% 3.046%
9 9.246 619 622 624 rBY 2252095 1981620 100.00% 9.971%
10 9.635 654 656 659 rBV 223190 320315 16.16% 1.612%
11 9.852 671 675 677 rBV 29977 31351 1.58% 0.158%
12 9.920 679 681 683 rBV 660895 713510 36.01% 3.590%
13 10.355 715 719 720 rBV 40202 62127 3.14% 0.313%
14 10.572 734 738 741 rBV 24885 37186 1.88% 0.187%

15 10.709 748 750 753 rBv2 759836 981898 49.55% 4.941%

16 10.823 758 760 765 rVB 84660 115297 5.82% 0.580%

17 11.269 797 799 800 rBV 66506 56114 2.83% 0.282%
18 11.303 800 802 805 rvB2 28858 37926 1.91% 0.191%
19 11.418 809 812 817 rBv2 489202 853375 43.06% 4.294%
20 11.486 817 818 824 rVB 29236 44599 2.25% 0.224%
21 11.703 835 837 838 rvB 21233 27581 1.39% 0.139%
22 11.943 853 858 860 rBv2 33555 65937 3.33% 0.332%
23 12.023 863 865 871 rvB 28212 48974 2.47% 0.246%

24 12.629 916 918 920 rBV 133843 178370 9.00% 0.897%
25 12.858 935 938 941 rBV 117702 201842 10.19% 1.016%

26 12.995 948 950 953 rBV 1356986 1850545 93.39% 9.311%

27 13.178 962 966 968 rBV 15556 30343 1.53% 0.153%
28 13.246 968 972 974 rBV2 14750 34115 1.72% 0.172%
29 13.555 997 999 1001 rBV2 16221 24579 1.24% 0.124%

30 13.898 1026 1029 1036 rVB 107678 209216 10.56% 1.053%

31 14.058 1039 1043 1045 rBV 508002 790736 39.90% 3.979%

32 15.087 1130 1133 1137 rBV 43894 93969 4.74% 0.473%
33 15.384 1157 1159 1161 rVB 24158 35518 1.79% 0.179%
34 15.441 1161 1164 1166 rVV 34212 51319 2.59% 0.258%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082089.D

Aca On : 6 Oct 2015 17:39

Operator : UM/I1Z

Sample : 6G3906-01

Misc :

ALS Vial : 14 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-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.498 1167 1169 1176 rVB 346084 550039 27.76% 2.768%

36 16.172 1226 1228 1234 rVB4 18428 44544 2.25% 0.224%

37 16.595 1263 1265 1270 rVB4 11970 24982 1.26% 0.126%

38 16.927 1291 1294 1299 rBV2 13503 28533 1.44% 0.144%

39 17.361 1329 1332 1335 rBvV 11033 24984 1.26% 0.126%
Sum of corrected areas: 19874139
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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:\HPCHEM1I\BNA F\DATA\BF100615\

- BF082089.D

- 6 Oct 2015 17:39

- UM/1Z

- 63906-01

- 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF092815._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF082089.D
2000000
6.5% 65
7.04
1500000
5.47 245
1000000
5.06
6.88 8.17
500000
-t e B
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF082089.D
9|25
2000000
1500000 12.99
1000000
10.71
9.92
14.06
500000 11.42
0.63
12.6312.84 13.9
ﬂ__g 10380571082 B2y 491 7010902 12325 13.56 15
O e L o o e e e e e o B B e o B e ey e e e e e ZH L e s o s s
Time--> 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: BF082089.D
2000000
1500000
1000000
500000 15.50
13384 16.17 16.60 16.93 17.36
e e s S e L o A e e s o 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\BF100615\
Data File : BF082089.D

Aca On : 6 Oct 2015 17:39

Operator : UM/I1Z

Sample : 6G3906-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092815.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.

5.06 46.91 ng 1087510 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 256 (5.063 min): BF082089.D (-253) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 IIII|IIII|IIII|IIII|IIII
4.80 500 5.20 5.40
Ot el 690 831 | 59 10 63, 96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL A L B
4.80 500 5.20 5.40
59.0 1010 m/z 101.10 20.10%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.10 16.35%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 A
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- i B L
59.0 4.80 500 5.20 5.40
m/z 41.10 9.06%
5000
41.0
29.0 101.0
Oy |""H|“' "“ J”'§?'9'” L IR 7?;9. |'§§'9|" IBESRRBEN R UL L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082089.D

Aca On : 6 Oct 2015 17:39

Operator : UM/I1Z

Sample : 6G3906-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092815.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 unknown6.65 Concentration Rank 1

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

6.65 84 .97 ng 1969740 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 395 (6.651 min): BF082089.D (-392) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 PSSP SRR SRR R
40.1 54.1 J 6.40 6.60 6.80 7.00
Tl :|-.|.'.8,1-9. om0 ) m/z 134.00 33.79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR S RS L
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 33.43%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
S RS AR RN
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 21.83%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B M o
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 13.33%
74.0
5000 9go 1160
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082089.D

Aca On : 6 Oct 2015 17:39

Operator : UM/I1Z

Sample : 6G3906-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092815.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.70 ng 115297 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 760 (10.823 min): BF082089.D (-758) (-) m/z 57.10 100.00%
57.1
5000 851
] s s " 1060 1080 1100 1120
Obrprerefler sl el e et rerp et prerr e e || M7z 43.100 64.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73965: Hexadecane
57.0
5000 LR UL UL B B
85.0 10 60 10 80 11. oo 11. 20
29.0 : m/z 71.10 57.73%
0 ‘ww‘wﬂwmmm%mmnm
m/z--> ﬁo Jo éo 85 100 120 140 160 180 200 220 240 260 280 360 320 350
Abundance
57.0
"' 10:60 10.80 11.00 11.20
0
5000 5.0 m/z 85.10 38.72%
29.0 141.0
0 113.0 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 /\\/\
Abundance #136481: Tetracosane R A
57.0 mmmmnmum
m/z 41.10 28.67%
5000 85.0
29.0
oh “ | | 1130141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> %beo%ﬁmmmmmmmnmmmmmmmmo mmmmnmum
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082089.D

Aca On : 6 Oct 2015 17:39

Operator : UM/I1Z

Sample : 6G3906-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092815.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.90 5.29 ng 209216 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 5-Eicosene. (B)- 280 C20H40 074685-30-6 91
3 1-Docosene 308 C22H44 001599-67-3 90
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 1-Tetracosanol 354 C24H500 000506-51-4 87

Abundance Scan 1029 (13.898 min): BF082089.D (-1026) (-) m/z 57.10 100.00%

57.1 83.1

5000

%

13.60 13.80 14.00 14.20
m/z 55.10 93.36%

230.1

139.1 167.1 202.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester

is

69.0

5000 LIS L L L L L L L
13.60 13.80 14.00 14.20
0
125.0 m/z 83.10 88.06%
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
A o R
83.0 13.60 13.80 14.00 14.20
5000 m/z 43.10 87.36%
29.0 111.0
o 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene s o A B

13.60 13.80 14.00 14.20
m/z 97.10 75.02%

5000

s

125.0

153.0 181.0 308.0
R A EEERERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100615\
Data File : BF082089.D

Acq On : 6 Oct 2015 17:39

Operator : UM/1Z

Sample - G3906-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815.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... 5.06 46.9 ng 1087510 1 6.88 463617 20.0
unknown6 .65 6.65 85.0 ng 1969740 1 6.88 463617 20.0
Hexadecane 10.82 2.7 ng 115297 4 11.42 853375 20.0
Trichloroacetic a... 13.90 5.3 ng 209216 5 14.06 790736 20.0
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