LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090313.D

Aca On : 30 Sep 2016 14:44

Operator : UM/SJ

Sample = H4998-03

Misc :

ALS Vial : 6 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-BF092016.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal - TIC: BF090315.D

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.632 3 4 57 rVB 3872374 11809293 100.00% 30.094%
2 4_.513 253 256 269 rVB 346943 592522 5.02% 1.510%
3 5.004 296 299 301 rBVY 2144583 2376661 20.13% 6.057%
4 6.113 393 396 398 rBY 2011608 2813613 23.83% 7.170%
5 6.216 402 405 407 rBVY 2558161 2641730 22.37% 6.732%

6.444 423 425 428 rBvY 699646 701715 5.94% 1.788%
6.604 436 439 441 rBV 2102219 1979744 16.76% 5.045%
7.027 472 476 478 rBV 1259021 1731034 14.66% 4.411%
536 538 541 rBV 1003028 947479 8.02% 2.415%
8.822 630 633 635 rBV 3044198 3169731 26.84% 8.078%

=
QO ~NO®
\l
\l
W
(9}

11 9.222 665 668 670 rBV 1520118 1413295 11.97% 3.602%
12 9.485 688 691 693 rVvB 909448 1158697 9.81% 2.953%
13 10.262 756 759 762 rBV 1729309 1913727 16.21% 4._.877%
14 10.410 770 772 776 rBV 84578 119628 1.01% 0.305%
15 10.948 816 819 821 rBV 1314725 1175186 9.95% 2.995%

16 12.536 955 958 960 rBV 2465108 2740269 23.20% 6.983%
17 13.451 1035 1038 1045 rBvV 172084 237832 2.01% 0.606%

18 13.554 1045 1047 1050 rBV 842638 968677 8.20% 2.469%
19 14.879 1160 1163 1165 rBV 625275 749893 6.35% 1.911%

Sum of corrected areas: 39240726
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF093016\

BF090313.D

30 Sep 2016 14:44

UM/SsJ

H4998-03

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090313.D

Aca On : 30 Sep 2016 14:44

Operator : UM/SJ

Sample = H4998-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.51 16.89 ng 592522 1,4-Dichlorobenzene-d4 6.44
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 256 (4.513 min): BF090313.D (-253) (-) m/z 43.10 100.00%
43
59
5000
101 L L S
420 4.40 4.60 4.80
83
0 ...,....,'....'|,....,....,|....,....,....,....,....,?97.. m/z 59.10 62.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS S R LA SR
420 4.40 4.60 4.80
59 m/z 101.10 23.08%
2\7\ LU H 70 83 1?1
G S S I SR L LA S L SN W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
420 440 4.60 480
5000 41 m/z 58.10 16.54%
o 73 126 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4425: Butane, 1-ethoxy-
59 420 4.40 4.60 4.80
31 m/z 41.10 8.45%
5000
3 73
o L8
G S S I SR L S S L SN SR '”I'”'I”"P"W"”I
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090313.D

Aca On : 30 Sep 2016 14:44

Operator : UM/SJ

Sample = H4998-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 3 unknown6.22 Concentration Rank 2

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

6.22 75.29 ng 2641730 1,4-Dichlorobenzene-d4 6.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 405 (6.216 min): BF090313.D (-402) (-) m/z 132.10 100.00%
132
5000 68
6 R g e B
40 ,_ 54 | 75 104 5.80 6.00 6.20 6.40 6.60
o..,....,....,...:,"...7.,....??...'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 40.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentena
132
5000 67 RS LRSI
a1 o7 5.80 6.00 6.20 6.40 6.60
53 117 m/z 134.10 33.01%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 NS AR
104 5.80 6.00 6.20 6.40 6.60
5000 m/z 66.10 24 _.79%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- R AR REEEE R B

132 5.80 6.00 6.20 6.40 6.60
m/z 69.10 15.77%

5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090313.D

Aca On : 30 Sep 2016 14:44

Operator : UM/SJ

Sample = H4998-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.41 2.04 ng 119628 Phenanthrene-d10 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
Abundance Scan 772 (10.410 min): BF090313.D (-770) (-) m/z 57.10 100.00%
57
5000 85
4 ~J MWW N S
113 g3 10.00 10.20 10.40 10.60 10.80
0! m/z 71.10 70.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
5000 AU DR AR
a5 10 00 10. 20 10. 40 10 60 10. 80
4 m/z 43.10 64.82%
oL 26 L e 13141 160184 226
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 240 260 2éo 300
Abundance
57
o 10,00 10,20 10.40 10.60 10.80
5000 m/z 85.10 47 .97%
41
113
0 2 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane L B B
57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 26.80%
5000 85
4
0 2 | | | 418 141 160 10
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2éo 300 1000 1020 1040 1060 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090313.D

Aca On : 30 Sep 2016 14:44

Operator : UM/SJ

Sample = H4998-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.45 4.91 ng 237832 Chrysene-di12 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Nonadecene 266 C19H38 018435-45-5 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1038 (13.451 min): BF090313.D (-1035) (-) m/z 83.10 100.00%

5000

-

13.20 13.40 13.60 13.80
m/z 57.10 90.28%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol

:

5000 LA B L L L L L L
13.20 13.40 13.60 13.80
m/z 97.10 88.30%
29 139
o “‘L 1L 167182 210 238 264280 308
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
I LALE I o
13.20 13.40 13.60 13.80
5000 111 m/z 69.10 75.78%
29

126
154 182 210 238 266

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115906: 1-Nonadecene L e S AL
13.20 13.40 13.60 13.80
m/z 55.10 74 .56%
o 2 154 182 210 238 266

I T T I
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF093016\
Data File : BF090313.D

Acq On : 30 Sep 2016 14:44

Operator : UM/SJ

Sample - H4998-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.51 16.9 ng 592522 1 6.44 701715 20.0
unknown6 .22 6.22 75.3 ng 2641730 1 6.44 701715 20.0
Hexadecane 10.41 2.0 ng 119628 4 10.95 1175190 20.0
Behenic alcohol 13.45 4.9 ng 237832 5 13.55 968677 20.0
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