LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\
Data File : BF084022.D

Aca On : 23 Dec 2015 7:04

Operator : UM/SJ

Sample = G4920-05

Misc :

ALS Vial : 31 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-BF122215.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 5.013 253 256 265 rBB 195750 271332 12.94% 1.757%
2 5.447 292 294 297 rBVY 1220444 1149656 54.82% 7.444%
3 6.476 382 384 387 rBY 1857734 1862994 88.84% 12.063%
4 6.601 393 395 397 rBVY 2314459 2097105 100.00% 13.578%
5 6.830 413 415 417 rBV 475351 422930 20.17% 2.738%

6 6.990 426 429 431 rBV 1295425 1738502 82.90% 11.257%
7 7.390 462 464 467 rBV 1241709 1226536 58.49% 7.942%
8 8.110 525 527 530 rBV 682810 594576 28.35% 3.850%
9 9.196 619 622 624 rBV 1130427 1511743 72.09% 9.788%
10 9.585 654 656 658 rBvV 346576 296240 14.13% 1.918%
11 9.870 678 681 683 rvVB 376575 398700 19.01% 2.582%
12 10.305 717 719 721 rVB 44577 36142 1.72% 0.234%
13 10.522 735 738 741 rBV 14206 27780 1.32% 0.180%
14 10.659 747 750 752 rBV 872436 948465 45.23% 6.141%
15 10.773 758 760 765 rVB 49624 60278 2.87% 0.390%
16 11.219 797 799 801 rBV 23333 30338 1.45% 0.196%

17 11.356 808 811 813 rBV 299076 401777 19.16% 2.601%
18 12.762 932 934 936 rBV 128741 103258 4.92% 0.669%
19 12.933 947 949 952 rBV 1420968 1368868 65.27% 8.863%
20 13.459 994 995 997 rBB 58817 73842 3.52% 0.478%

21 13.836 1025 1028 1035 rBV 62885 91670 4._.37% 0.594%
22 13.985 1039 1041 1044 rBV 410537 411669 19.63% 2.666%
23 15.414 1164 1166 1172 rBV 207189 319920 15.26% 2.071%

Sum of corrected areas: 15444321
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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:\HPCHEMI\BNA F\DATA\BF122215\

BF084022.D

23 Dec 2015 7:04

UM/SsJ

G4920-05

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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\BF122215\
Data File : BF084022.D

Aca On : 23 Dec 2015 7:04

Operator : UM/SJ

Sample : G4920-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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.

5.01 12.83 ng 271332 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 256 (5.013 min): BF084022.D (-253) (-) m/z 43.10 100.00%
43
59
5000
101
83 460 4.80 5.00 520 5.40
0 50l - - m/z 59.10 66.55%
HUSUNRRRN NI UL LR IR IR LI LRSS LSS SRS SRR SRR BARRE - - ¢
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR S SRR
460 4.80 5.00 520 5.40
m/z 101.10 27 .83%
31 83 g3 101
O'W'”'ﬂ'”l”'%'“'P'”I”"P'”I”'Wh”'P'”I”'W'”'P'“I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 16.18%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one | LA L B LB L N L
43 460 4.80 5.00 520 5.40
m/z 41.10 9.86%
5000
55
o 21 36, | | 2 71 8 98
s X % 4 B 8 T B % 0 196 35 135 16 | | 450 450 om0 830 5u0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084022.D

Aca On : 23 Dec 2015 7:04

Operator : UM/SJ

Sample : G4920-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122215.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 unknown6.60 Concentration Rank 1

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

6.60 99.17 ng 2097110 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 395 (6.601 min): BF084022.D (-393) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 T 620 640 6.60 6.80 7.00
54 : : : :
o.,....,....:'!.‘.‘.7,:.'..?.1:.-.|,..':~.,..?‘?,....,.'!..,.1.1?.,....,'...,.. m/z 68.10 A41.57%
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 A AR I L
620 6.40 6.60 6.80 7.00
78 m/z 134.00 33.10%
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
117 620 640 6.60 6.80 7.00
5000 m/z 66.10 26.64%
39 91
51 65
oo e S8 L84 | 981 | s |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal T P T
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 17.45%
5000 6
41 97
53 117
‘ 9 go
o-.----.-3-4--‘.-‘---a‘--‘--‘iﬁ'ﬂ-‘w‘.--‘-‘-‘.‘----.--‘--.-195-.---‘-.1-2-‘-‘-.“--- . S |
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084022.D

Aca On : 23 Dec 2015 7:04

Operator : UM/SJ

Sample : G4920-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.77 3.00 ng 60278 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 760 (10.773 min): BF084022.D (-758) (-) m/z 57.10 100.00%
g7
5000 85
ns 10,40 1060 1030 1100
ol | m/z 71.10 73.23%
m/z--> 50 100 150 200 250 300 350
Abundance #99476: Nonadecane
57
85
5000
10.40 10.60 10.80 11.00
29 m/z 43.10 70.96%
0 \‘ \“ ‘\‘ all \H\ H‘ 1%3\14‘.1 169 197 268
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
10,40 10.60 10.80 11.00
5000 85 m/z 85.10 47 .35%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #155178: Octacosane
57 10.40 10.60 10.80 11.00
m/z 41.10 37.38%
5000 85
29 113
oL ] | gl 770 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo ' 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084022.D

Aca On : 23 Dec 2015 7:04

Operator : UM/SJ

Sample : G4920-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 unknownl2.76 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.76 5.02 ng 103258 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 47
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 45
3 Nipecotic acid 129 C6H11NO2 000498-95-3 37
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 25
5 Cyclohexanamine 99 C6H13N 000108-91-8 25
Abundance Scan 934 (12.762 min): BF084022.D (-932) (-) m/z 56.10 100.00%
56
5000
& 129 239257
97 AU RSN SN
3 1 157 185 213 12.40 12.60 12.80 13.00
Orrrpre—ii m/z 57.10 61.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 SRR ARSAR RS
29 73 nmnmnmmm
m/z 41.10 46 .19%
o \‘ L, ‘\ H‘ n \\‘11?\ 157 185 213 2?92‘?7 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2§0 360
Abundance
57
ABARAARARRR AN RAREE
12.40 12.60 12.80 13.00
5000 m/z 43.10 42 .10%
4 239
257
3 129
18 98113 157 185 213 282 312

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid e e
12.40 12.60 12.80 13.00
m/z 55.10 40.03%

5000

m/z--> 20 40 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\BF122215\
Data File : BF084022.D

Aca On : 23 Dec 2015 7:04

Operator : UM/SJ

Sample : G4920-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.46 3.59 ng 73842 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Cvclopropane. 1-(l1-methvlethvD)-... 210 C15H30 041977-39-3 38
3 Cvanic acid. propvl ester 85 C4H7NO 001768-36-1 35
4 cis-2.3-Epoxvoctane 128 C8H160 023024-54-6 35
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27

Abundance Scan 995 (13.459 min): BF084022.D (-994) (-) m/z 56.10 100.00%
56
5000

041 267285 13.20 13.40 13.60 13.80

0! m/z 57.10 72.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
13.20 13.40 13.60 13.80
29 129 m/z 43.10 56.47%
‘ ‘ ‘ 185 267 285
0 .‘...‘l...‘ ‘ H ‘M‘.‘.“‘ ‘.‘h - ”];|57”” T IZIEI-?”IZIA:]:” .‘... l‘... ?.].':!'...3.4.0..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 41.10 53.08%

83
111 154 1g2 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #1535: Cyanic acid, propyl ester e A Wi —— s B

56 13.20 13.40 13.60 13.80
27 m/z 55.10 43.03%

5000
84

o e B L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122215\
Data File : BF084022.D

Aca On : 23 Dec 2015 7:04

Operator : UM/SJ

Sample : G4920-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Trichloroacetic acid, hexad... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.84 4.45 ng 91670 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 1-Docosene 308 C22H44 001599-67-3 83
4 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 83
5 1-Nonadecene 266 C19H38 018435-45-5 81

Abundance Scan 1028 (13.836 min): BF084022.D (-1025) (-) m/z 57.10 100.00%
57
5000
l139 207 13.60 13.80 14.00 14.20
Ot .”,...w....ﬂ”..,..”,...w....,”..,.”., m/z 43.10 82.40%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
5000
13.60 13.80 14.00 14.20
125 m/z 83.10 80.93%
O‘V_F'Jml‘ \‘“\\‘\‘w‘\ 153 19|6.2.2f1.|....|....|....|....|....|
miz--> 0 50 15 200 250 300 350 400 450
Abundance
43
" 13.60 13.80 14.00 14.20
5000 83 m/z 55.10 72.57%
111
o 139167 196 224 267292 321 462 490
miz--> 0 55 160 1%0 260 250 300 350 460 4%0 '
Abundance #121981: 1-Docosene
55 13.60 13.80 14.00 14.20
o m/z 69.10 67 .50%
5000
29
125
o 1] | 153181 308
miz--> 0 5'0 1(')0 1éo 2(')0 251,0 3(')0 3&'30 4(')0 4&1,0 ' 13.60 13.80 14.'00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122215\
Data File : BF084022.D

Acq On = 23 Dec 2015 7:04

Operator : UM/SJ

Sample - G4920-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215_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... 5.01 12.8 ng 271332 1 6.83 422930 20.0
unknown6 .60 6.60 99.2 ng 2097110 1 6.83 422930 20.0
Nonadecane 10.77 3.0 ng 60278 4 11.36 401777 20.0
unknownl2.76 12.76 5.0 ng 103258 5 13.98 411669 20.0
Octadecanoic acid... 13.46 3.6 ng 73842 5 13.98 411669 20.0
Trichloroacetic a... 13.84 4.5 ng 91670 5 13.98 411669 20.0
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