LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082800.D

Aca On > 7 Nov 2015 10:07

Operator : UM/I1Z

Sample : G4246-04

Misc :

ALS Vial : 38 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-BF110715.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 5.036 254 258 269 rVB 2478759 3319006 47 .66% 5.060%
2 5.459 292 295 297 rBVY 6025191 6734114 96.69% 10.266%
3 6.487 381 385 387 rBY 4733084 6964400 100.00% 10.617%
4 6.613 393 396 399 rBVY 5723178 5834111 83.77% 8.894%
5 6.842 414 416 418 rBVY 1473024 1662370 23.87% 2.534%
6 7.002 428 430 433 rVB 4487848 4216580 60.54% 6.428%
7 7.413 462 466 468 rBV 3240775 4325475 62.11% 6.594%
8 8.133 526 529 531 rBVY 2481389 2308673 33.15% 3.519%
9 9.093 611 613 615 rBV 85921 94703 1.36% 0.144%
10 9.208 620 623 626 rBY 4646904 6026874 86.54% 9.188%

11 9.608 655 658 660 rBV 2181239 1914816 27.49% 2.919%
12 9.882 680 682 685 rBV 1820241 2550780 36.63% 3.888%

13 10.305 717 719 720 rBV 116399 97743 1.40% 0.149%
14 10.671 748 751 754 rBV 3901460 4308932 61.87% 6.569%
15 10.808 761 763 768 rVB 62585 99064 1.42% 0.151%

16 11.254 800 802 803 rBvV 131133 114158 1.64% 0.174%
17 11.368 810 812 814 rVB 3051386 2586813 37.14% 3.943%

18 11.676 837 839 842 rBV 85063 74634 1.07% 0.114%
19 11.905 857 859 864 rBv3 191696 258199 3.71% 0.394%
20 12.088 871 875 877 rBv2 50373 87351 1.25% 0.133%

21 12.694 926 928 934 rBV 121685 170026 2.44% 0.259%
22 12.785 934 936 938 rBv2 431288 470307 6.75% 0.717%
23 12.865 938 943 945 rVvB2 95400 108588 1.56% 0.166%
24 12.957 948 951 953 rBV 5737618 5192839 74.56% 7.916%
25 13.494 996 998 1001 rBV 422304 376710 5.41% 0.574%

26 13.539 1001 1002 1007 rVB2 43919 80682 1.16% 0.123%
27 13.871 1026 1031 1037 rBV2 225117 415513 5.97% 0.633%
28 13.997 1040 1042 1045 rBV 1876610 2443147 35.08% 3.724%
29 14.191 1056 1059 1061 rBV 59351 73369 1.05% 0.112%
30 14.500 1083 1086 1092 rBVZ2 90459 189791 2.73% 0.289%

31 14.797 1107 1112 1114 rBV2 54532 85308 1.22% 0.130%
32 15.117 1138 1140 1142 rBV 75952 96370 1.38% 0.147%
33 15.425 1164 1167 1170 rBV 1371737 1875736 26.93% 2.859%
34 15.483 1170 1172 1176 rVB 50700 77498 1.11% 0.118%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082800.D

Aca On > 7 Nov 2015 10:07

Operator : UM/I1Z

Sample : G4246-04

Misc :

ALS Vial : 38 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

Method - Z:\HPCHEMI\BNA F\METHODS\8270-BF110715.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.231 1322 1325 1329 rBvVY 38239 74964 1.08% 0.114%

36 17.403 1336 1340 1345 rBV6 37933 122537 1.76% 0.187%

37 17.906 1375 1384 1385 rBV9 19925 84696 1.22% 0.129%

38 19.334 1505 1509 1519 rVB5 24662 81536 1.17% 0.124%
Sum of corrected areas: 65598413
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082800.D

Aca On : 7 Nov 2015 10:07

Operator : UM/I1Z

Sample : G4246-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082800.D
6000000 5|46 6.61

5000000 6.49
7.00

4000000

7.41

3000000
5.04 8.13

2000000
6.84

1000000

e e L RS

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
Abundance : .
6000000 TIC: BF082800.D

12.96

5000000 921

4000000 10.67
11.37
3000000

2000000 9.88 14.00

1000000

12.79 13.49
1.9 13.8
9.0 10.30 10.81 11A-2H 1168 .09 12.%. J’b.54 14.19 14.50 14.80

i T A S R L L e e =

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 : .
6000000 TIC: BF082800.D

5000000

4000000

3000000

2000000
15.43

1000000

12 .48 17.287.40 17.91 19.33

e R e e TR T e 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\BF110815\
Data File : BF082800.D

Aca On : 7 Nov 2015 10:07

Operator : UM/I1Z

Sample : G4246-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

5.04 39.93 ng 3319010 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 258 (5.036 min): BF082800.D (-254) (-) m/z 43.05 100.00%
43
59
5000
o ik 5b0 550 540
83 : : : :
o...,....,....,....',':...?.1.4.',...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 62.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 20.29%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- " 480 500 520 540
5000 m/z 58.10 16.20%
29 101
ok 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 4.80 5.00 5.20 5.40
m/z 41.10 9.11%
5000 41
68
0 150 . 126 142 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082800.D

Aca On : 7 Nov 2015 10:07

Operator : UM/I1Z

Sample : G4246-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.61 Concentration Rank 1

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

6.61 70.19 ng 5834110 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 396 (6.613 min): BF082800.D (-393) (-) m/z 132.10 100.00%
132
68
5000
54 75 % 620 6.40 6.60 6.80 7.00
104 . . . . .
o.,....,...:l'!.‘.‘? RN  OR -1 S M . R [| NN m/z 68.10 54.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I R L R
620 6.40 6.60 6.80 7.00
78 m/z 134.10 33.87%
31 3 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 33.61%
33 am g7 105
51 60 70 78 g 115
O R R ot o B e AR ARa R
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE — f\ A
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.73%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082800.D

Aca On : 7 Nov 2015 10:07

Operator : UM/I1Z

Sample : G4246-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.79 3.85 ng 470307 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 62
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 40

Abundance Scan 936 (12.785 min): BF082800.D (-934) (-) m/z 56.10 100.00%
56
5000 4 E
185 213 239257 12.40 12.60 12.80 13.00 13.20
Obrrerrrrhe ||..".|. <l m/z 57.10 56.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 AU AR RN
12. 40 12. 60 12. 80 13. oo 13. 20
29 1 257 m/z 43.10 41 .98%
0 L) h H\ Yoot L 187 185 213 2?9 | 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360 '
Abundance
56
12.40 12.60 12.80 13.00 13.20
5000 m/z 41.10 38.36%
29 73
o 97113 157 185 213 28957 5 ap
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12470: Cyclopentanecarboxylic acid, 2-amino-, cis- R A R e
56 12.40 12.60 12.80 13.00 13.20
m/z 55.10 31.53%
B AM/\J\JLA__A
30 129
82 100
L — S e adies s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. oo 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082800.D

Aca On : 7 Nov 2015 10:07

Operator : UM/I1Z

Sample : G4246-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.49 3.08 ng 376710 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 94
2 n-Butvl mvristate 284 C18H3602 000110-36-1 86
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 43
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 38
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 37

Abundance Scan 998 (13.494 min): BF082800.D (-996) (-) m/z 56.10 100.00%
56
5000
73
3 | m 97 179 185 oay 267285 13.20 13.40 13.60 13.80
ob S Ml ddy | 387 0 218 28 T 30 25710 7. 74%
m/z--> 50 100 150 200 250 300
Abundance #137335: Octadecanoic acid, butyl ester
56
5000 285 340 |13.20 13.40 13.60 13.80
73 . 267 m/z 43.10 40.32%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I .‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
56
|13.20 13.40 13.60 13.80
5000 m/z 41.05 34.53%
229
73 211
129 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #137350: Octadecanoic acid, 2-methylpropy! ester R E e
57 13.20 13.40 13.60 13.80
m/z 55.10 31.62%
5000
29 267285
83 129 |
o) .‘. \I I‘\JIMW .‘“J.“hl‘l“’.ﬁ.“. I‘:II'5|7|]:E\;?|2|13| sz\u .‘. AL I3]'-O' .3‘:0' L e
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110815\
Data File : BF082800.D

Aca On : 7 Nov 2015 10:07

Operator : UM/I1Z

Sample : G4246-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.40 ng 415513 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 l1-Hentetracontanol 593 C41H840 040710-42-7 86
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 74
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 49
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 49
Abundance Scan 1031 (13.871 min): BF082800.D (-1026) (-) m/z 57.10 100.00%

5000 o7

33

13.60 13.80 14.00 14.20

l f39169 208 281

Ot i it e e e m/z 43.10 75.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #168065: 17-Pentatriacontene
57
97
5000 LA L L L L LN
13 60 13. 80 14. OO 14 20
m/z 55.10 61.42%
0 ..z‘.hl “ u‘ “ \M \\ \‘h \‘u h \1\ ??? ‘267 3|06336'| 3764q6 4;47 |490|| S Rama
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R R o
97 13.60 13.80 14.00 14.20
5000 m/z 71.10 60.10%
18
. 139 181 203 278 320 362 404 446 488518 572
T T T T T T T T T T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83804: 1-Decanol, 2-hexyl- B R AL R SR
57 13.60 13.80 14.00 14.20
m/z 83.10 54 .49%
5000
97
2
o | }39 224
e A T e e e e e e I T e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110815\
Data File : BF082800.D

Acq On > 7 Nov 2015 10:07

Operator : UM/1Z

Sample : G4246-04

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 5.04 39.9 ng 3319010 1 6.84 1662370 20.0
unknown6.61 6.61 70.2 ng 5834110 1 6.84 1662370 20.0
Hexadecanoic acid... 12.79 3.9 ng 470307 5 14.01 2443150 20.0
Octadecanoic acid... 13.49 3.1 ng 376710 5 14.01 2443150 20.0
17-Pentatriacontene 13.87 3.4 ng 415513 5 14.01 2443150 20.0
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