LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088088.D

Aca On : 16 Jun 2016 21:16

Operator : UM/SJ

Sample = H3596-02

Misc :

ALS Vial : 18 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-BF060716.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 1.678 6 8 17 rVB 290127 475463 18.20% 1.910%
2 1.804 17 19 30 rvB 1330640 2184983 83.66% 8.778%
3 3.553 169 172 178 rBvY 16435 27476 1.05% 0.110%
4 4.890 287 289 300 rVB 102342 153781 5.89% 0.618%
5 5.313 323 326 328 rBVY 1984074 2086125 79.87% 8.381%
6 6.365 415 418 421 rBV 1775348 2020388 77 .35% 8.117%
7 6.490 426 429 431 rBVY 2186150 2365596 90.57% 9.504%
8 6.719 446 449 451 rBV 765583 658993 25.23% 2.647%
9 6.879 460 463 465 rBVY 1630221 1933756 74.04% 7.769%
10 7.290 496 499 501 rBV 1481395 1619705 62.01% 6.507%
11 7.428 509 511 516 rBV 22326 50896 1.95% 0.204%

12 7.999 559 561 564 rBvV 786740 852311 32.63% 3.424%
13 9.085 653 656 658 rBVY 2683758 2611858 100.00% 10.493%
14 9.473 688 690 692 rBvV 398840 504338 19.31% 2.026%

15 9.691 707 709 712 rBV 34026 40061 1.53% 0.161%
16 9.748 712 714 717 rVvV 684584 922926 35.34% 3.708%
17 10.194 751 753 755 rVB 114152 85723 3.28% 0.344%
18 10.411 769 772 775 rBV 34281 53464 2.05% 0.215%

19 10.536 781 783 786 rBvV2 1133333 1388907 53.18% 5.580%
20 10.662 792 794 799 rVB 125658 137581 5.27% 0.553%

21 11.108 831 833 835 rBvV 65693 60744 2.33% 0.244%
22 11.234 842 844 846 rBV 920026 901003 34.50% 3.620%
23 11.771 889 891 896 rBvV 42326 65423 2.50% 0.263%
24 12.434 947 949 952 rBV2 27611 29284 1.12% 0.118%
25 12.662 965 969 971 rBV 24448 26746 1.02% 0.107%

26 12.811 980 982 985 rBV 1438520 2031486 77.78% 8.161%
27 13.714 1059 1061 1071 rBV 156995 218140 8.35% 0.876%
28 13.862 1071 1074 1076 rBV 641096 689787 26.41% 2.771%
29 14.354 1112 1117 1122 rBV5 12150 45867 1.76% 0.184%
30 15.245 1193 1195 1198 rBV 504342 598147 22.90% 2.403%

31 15.714 1234 1236 1248 rBV7 12531 50293 1.93% 0.202%

Sum of corrected areas: 24891251
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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\BF061616\

BF088088.D

16 Jun 2016 21:16

UM/SsJ

H3596-02

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088088.D

Aca On : 16 Jun 2016 21:16

Operator : UM/SJ

Sample = H3596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
489 467ng 153781  1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 CGH1202 000123-42-2 56

2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 289 (4.890 min): BF088088.D (-287) (-) m/z 43.05 100.00%
43
59
5000
101 S NN
460 4.80 5.00 5.20
83
0...,....,....,....','::..‘?.1.-!'1,....,....,.-...,....-,....,....,....,....,...., m/z 59.10 60.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N A SRS AR R
59 460 4.80 5.00 5.0
m/z 101.10 23.11%
) 83 g3 10"
G A AR RARRS AR RAAAN RARAS NLARS RRELS RARSS LARAN SRR LARAS SARAE BARAE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 a1 m/z 58.00 17.25%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- R E RS Eamaa L
43 460 4.80 5.00 5.20
m/z 41.10 8.73%
5000
101
15 97 " 71 ‘
0'”I”LW”N”'”W“L'PJ'P”'b”'PgﬁP'”ﬁ””l”'W'”W'”W'”'I L LR LRI UULSE I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088088.D

Aca On : 16 Jun 2016 21:16

Operator : UM/SJ

Sample = H3596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 4 unknown6.49 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.49 71.79 ng 2365600 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12

4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
Abundance Scan 429 (6.490 min): BF088088.D (-426) (-) m/z 132.00 100.00%
5000 68
| %6 J 620 640 6.60 6.80
40 54 . . . .
Ob ol L7 87 L3505 “m/z 68.10  36.62%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR AR LR AR R
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.67%
0 ‘ b1 H Moy . !
L S S L WL L UL L AL BN NN
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 66.10 23.26%
41 97
53
79 117
O '|'§8"|%O§"| L DU VAL D
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A S Eaama
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 14.77%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | U |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088088.D

Aca On : 16 Jun 2016 21:16

Operator : UM/SJ

Sample = H3596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Heptacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.66 3.05 ng 137581 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 794 (10.662 min): BF088088.D (-792) (-) m/z 57.10 100.00%
57
5000 85
113 10.40 10.60 10.80 11.00
0...-.\,. s e v m/Z 43.10 67.54Y%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 IR BN RN U B
85 10,40 10.60 10.80 11.00
m/z 71.10 65.52%
o 9| | || /M8 141 160 197 225 253 281 323 351 330
m/z--> 50 100 1éo 200 250 300 350
Abundance

57

10.40 10.60 10.80 11.00

85
5000 m/z 85.10 43.84%
29 113
0 141 169 197 225 253 296
I e o e e e A B
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane B e L AR EE R
57 10.40 10.60 10. 80 11. 00
m/z 41.10 29.98%
5000
85
m/z--> 50 100 150 200 250 300 350 10 40 10. 60 10. 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088088.D

Aca On : 16 Jun 2016 21:16

Operator : UM/SJ

Sample = H3596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 7 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.71 6.32 ng 218140 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 1061 (13.714 min): BF088088.D (-1059) (-) m/z 57.10 100.00%
o7 83
| 189 o2 15140 1360 1380 1400
ol b b et m/z 83.10 98.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55
13.40 13.60 13.80 14.00
29 m/z 55.05 91.57%
0 \“ 1h \ “ H \H\ m \ h \167 196 238 266 294
m/z--> 50 oo 2éo 360 3%0 460
Abundance
57
83 AR N U SUNRE
13.40 13.60 13.80 14.00
5000 111 m/z 97.10 86.91%
29 139 169 510 255 406
o— e L d Ly
m/z--> §o 160 1%0 200 250 300 3%0 460
Abundance #164113: Trifluoroacetic acid, pentadecy! ester T
13.40 13.60 13.80 14.00
83 m/z 43.10 85.83%
5000 111
29
o | ’ | | |M0 182210 255 a0
miz--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061616\
Data File : BF088088.D

Acq On : 16 Jun 2016 21:16

Operator : UM/SJ

Sample - H3596-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.89 4.7 ng 153781 1 6.72 658993 20.0
unknown6 .49 6.49 71.8 ng 2365600 1 6.72 658993 20.0
Heptacosane 10.66 3.0 ng 137581 4 11.23 901003 20.0
1-Heneicosanol 13.71 6.3 ng 218140 5 13.86 689787 20.0
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