LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088081.D

Aca On : 16 Jun 2016 17:52

Operator : UM/SJ

Sample : H3570-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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 1.644 3 5 7 rvB 60053 87162 3.14% 0.414%
2 1.690 7 9 17 rVB 148813 329475 11.87% 1.564%
3 1.804 17 19 27 rBv 1710940 2775691 100.00% 13.179%
4 4.879 286 288 297 rBV 63497 101409 3.65% 0.481%
5 5.301 323 325 328 rBVY 1419562 1469628 52.95% 6.978%
6 6.364 415 418 420 rBVY 1225382 1664883 59.98% 7 .905%
7 6.479 426 428 431 rBV 1350451 1615230 58.19% 7.669%
8 6.719 447 449 451 rBV 738899 655582 23.62% 3.113%
9 6.867 460 462 465 rVB 1084782 1288286 46.41% 6.117%
10 7.279 496 498 501 rBV 778432 1033035 37.22% 4 .905%
11 7.999 559 561 564 rBV 853090 851519 30.68% 4.043%
12 9.085 653 656 658 rBY 1701604 1931460 69.58% 9.171%
13 9.473 688 690 692 rVB 404362 422878 15.24% 2.008%
14 9.690 707 709 712 rBV 24963 28278 1.02% 0.134%
15 9.748 712 714 717 rVwV 773271 934181 33.66% 4._.436%
16 10.193 751 753 755 rVB 74101 55881 2.01% 0.265%
17 10.411 769 772 775 rBV 23172 36800 1.33% 0.175%
18 10.536 781 783 786 rBVY 1098643 1053664 37.96% 5.003%
19 10.662 792 794 798 rBV 84373 95185 3.43% 0.452%
20 11.108 831 833 835 rBV 46124 42303 1.52% 0.201%
21 11.233 842 844 846 rBVY 1056437 988773 35.62% 4 .695%
22 12.285 932 936 942 rBV 27547 48949 1.76% 0.232%
23 12.434 947 949 951 rBV 33251 34346 1.24% 0.163%
24 12.662 965 969 971 rBV 41403 72886 2.63% 0.346%
25 12.811 980 982 985 rBVY 1477265 1515813 54.61% 7.197%
26 13.714 1059 1061 1071 rBV 55612 122000 4._.40% 0.579%
27 13.862 1071 1074 1076 rBV 766090 809313 29.16% 3.843%
28 14.342 1113 1116 1123 rBV3 15079 48999 1.77% 0.233%
29 14.617 1137 1140 1144 rBV 57346 81159 2.92% 0.385%
30 14.868 1159 1162 1166 rBV 18491 32596 1.17% 0.155%
31 15.245 1193 1195 1198 rBV 556474 667530 24.05% 3.169%
32 17.211 1363 1367 1374 rBV5 14830 60428 2.18% 0.287%
33 17.428 1383 1386 1398 rVB 32649 106010 3.82% 0.503%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088081.D

Aca On : 16 Jun 2016 17:52

Operator : UM/SJ

Sample : H3570-14

Misc :

ALS Vial : 11 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-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 21061332
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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\

BF088081.D

16 Jun 2016 17:52

UM/SsJ

H3570-14

11 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

Abundance TIC: BF088081.D
1/80
1500000 5.30
6.48
6.36
6.87
1000000
6.72 7.28
500000
1.69
L.04
4.88
ol T e e S o e e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088081.D
9.08
1500000 12.81
10.54 11.23
1000000
8.00
9.75
500000 9.47
. ot Bt naf 12,29 431266)|
—— T B e e A oD — —— L e L
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088081.D
1500000
1000000
13.86
15.25
500000
. 13.71 14.34 146214 g7 17.2117.43
e B 5 = e = == = P T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088081.D

Aca On : 16 Jun 2016 17:52

Operator : UM/SJ

Sample : H3570-14

Misc :

ALS Vial : 11 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.88 3.09 ng 101409 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 288 (4.879 min): BF088081.D (-286) (-) m/z 43.10 100.00%
43
59
5000
101 S N
4.60 4.80 5.00 5.20
83
0...,....,....,....','::..,51..-!-1,....,....,.-...,...:,....,. m/z 59.10 62.62%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LS UL LN L I
59 460 480 500 5.20
m/z 101.10 23.01%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.00 17.77%
101
71
o > 28 49 56 86
LRI SRR SRR SURL LR S SUL L SURRLEL S SULELL UL S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R Eam e EEmaa
43 4.60 4.80 5.00 5.20
m/z 41.00 9.24%
5000
101
o 15 253137 [ 5 %8 6 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088081.D

Aca On : 16 Jun 2016 17:52

Operator : UM/SJ

Sample : H3570-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.48 Concentration Rank 2

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

6.48 49.28 ng 1615230 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 428 (6.479 min): BFO88081.D (-426) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 e 620 640 6.60 6.80
54 104 : : :
o..,....,....,...:,".'..7.,::.??...'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 42.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ISR RS LRSS SRR
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.00%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 26 .85%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 [\
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e e

132 6.20 6.40 6.60 6.80
m/z 69.10 17.26%

5000

104
63

3? 51 7( 90 117 I
1N i | | Al N 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088081.D

Aca On : 16 Jun 2016 17:52

Operator : UM/SJ

Sample : H3570-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library - C:

TIC Integration P

\Database\NIST11.L
arameters: LSCINT.P

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

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 n-Tetracosanol- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.71 3.01 ng 122000 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol- 354 C24H500 000506-51-4 93
2 l1-Heptacosanol 396 C27H560 002004-39-9 93
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
4 1-Docosene 308 C22H44 001599-67-3 90
5 Octacosanol 410 C28H580 000557-61-9 90
Abundance Scan 1061 (13.714 min): BF088081.D (-1059) (-) m/z 57.05 100.00%
57 83
230 AR N SRR SUNRE
|139 202 13.40 13.60 13.80 14.00
(o} -ttt T m/z 83.10 88.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57 83
5000 1l AR AR PR SRR SRR
Bmmmmmmm
m/z 43.10 81.59%
29
ol \“ | ‘ |07 195 222 250 280 308 336
m/z--> 55 100 150 200 250 360 3%0 460
Abundance
57 97
13.40 13.60 13.80 14.00
5000 m/z 55.10 79.25%
125
o 29 77 153 181 200 236 264 292 320 350 378
m/z--> 55 100 1éo 260 250 360 3§o 460
Abundance #222139: Nonadecy! pentafluoropropionate W e e R
57 97 13.40 13.60 13.80 14.00
m/z 69.05 72 .80%
5000
125
0 2?‘ ‘{l\ﬁ 11§3 182 210 238 266 311 412
m/z--> 5'0 1(')0 150 200 250 3(')0 3%0 4(')0 13. 40 13 60 13. 80 14. oo !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088081.D

Aca On : 16 Jun 2016 17:52

Operator : UM/SJ

Sample : H3570-14

Misc :

ALS Vial : 11 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 8 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.62 2.43 ng 81159 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 86
2 Dodecanamide 199 C12H25N0 001120-16-7 59
3 Decanamide- 171 C10H21NO 002319-29-1 59
4 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 59
5 Tetradecanamide 227 C14H29NO 000638-58-4 53
Abundance Scan 1140 (14.617 min): BF088081.D (-1137) (-) m/z 59.00 100.00%

5000
83 g7 R A EEREE e
114128 147 165 191 208 281 14.40 14.60 14.80 15.00
0 m/z 72.10 72.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 a R N ABERE s

14.40 14.60 14.80 15.00
m/z 55.10 57.00%

81
98 112126140154 170184198 221 238 264 281

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
s B M e
14.40 14.60 14.80 15.00
5000 m/z 43.10 31.36%
29 43
oL 15 86 100114128142156170184199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38977: Decanamide- R A BEREE R
59 14.40 14.60 14.80 15.00
m/z 69.10 30.89%
5000
43
86
oL 8522 0 100114128142156 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061616\
Data File : BF088081.D

Aca On : 16 Jun 2016 17:52

Operator : UM/SJ

Sample : H3570-14

Misc :

ALS Vial : 11 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 9 unknownl7.43 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.43 3.18 ng 106010 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2-Caren-4-ol 152 C10H160 004017-82-7 43
2 Lonaipinane. (E)- 206 C15H26 1000156-14-5 35
3 1-Cvclohexene-1-carboxaldehyde. ... 152 C10H160 021391-98-0 35
4 2.5.8- Trimethvl-1-nonen-3-vn-5-o0l 180 C12H200 208173-17-5 32
5 trans-3(10)-Caren-2-ol 152 C10H160 1000151-66-5 32
Abundance Scan 1386 (17.428 min): BF088081.D (-1383) (-) m/z 109.10 100.00%
109
5000 8l _/\/\/L_‘
¥ 161
135 L S AL IS I
1767 215 255 409 1720 17,40 17.60 17.80
0 A e b m/z 81.10 46.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #25108: trans-2-Caren-4-ol
109
41
5000 R SR N SRR B
17.20 17.40 17.60 17.80
77 m/z 55.05 33.88%
NIE
o i“‘\‘u‘l“h‘l \‘;m I\h‘lwﬂ k‘.“. I" T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
109
" 17,20 17.40 17.60 17.80
s000l 41 a1 m/z 107.10 27.65%
135 163 206
e L L s L L WL L UL S B
m/z--> 50 100 150 200 250 300 350 400
Abundance #25323: 1-Cyclohexene-1-carboxaldehyde, 4-(1-methylethyl)-
M 109 17.20 17.40 17.60 17.80
81 m/z 119.10 27 .43%
5000
152
0 r N““J""l""l U DAY SR UL
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061616\
Data File : BF088081.D

Acq On : 16 Jun 2016 17:52

Operator : UM/SJ

Sample : H3570-14

Misc :

ALS Vial : 11 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... 4.88 3.1 ng 101409 1 6.72 655582 20.0
unknown6 .48 6.48 49.3 ng 1615230 1 6.72 655582 20.0
n-Tetracosanol-1 13.71 3.0 ng 122000 5 13.86 809313 20.0
9-Octadecenamide, ... 14.62 2.4 ng 81159 6 15.25 667530 20.0
unknownl7.43 17.43 3.2 ng 106010 6 15.25 667530 20.0
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