LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF113015\
Data File : BF083351.D

Acq On : 30 Nov 2015 23:41

Operator : UM/1Z

Sample : PB86921BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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 height area % max. total
1 4.658 258 260 276 rBvY 701058 1082994 20.09% 2.741%
2 5.138 300 302 317 rBV 2842065 3171172 58.84% 8.025%
3 6.213 394 396 398 rBV 3546533 3307328 61.36% 8.369%
4 6.316 403 405 408 rBV 3162257 3032424 56.26% 7.674%
5 6.544 423 425 428 rBV 1105689 1053764 19.55% 2.667%
6 6.704 436 439 441 rBV 3938932 3545089 65.78% 8.971%
7 7.116 472 475 478 rBV 2696766 2752631 51.07% 6.966%
8 7.836 535 538 541 rBV 1474343 1400095 25.98% 3.543%
9 8.922 630 633 635 rBY 3866010 5145122 95.46% 13.020%
10 9.585 688 691 693 rBvY 1551110 1621926 30.09%  4.104%

11 10.373 757 760 762 rBV 1818154 2018828 37.46% 5.109%
12 11.128 823 826 828 rBV 1147557 1656411 30.73% 4.192%
13 13.036 990 993 996 rBV 317317 374595 6.95% 0.948%
14 13.151 1001 1003 1005 rVB 89505 103347 1.92% 0.262%
15 13.219 1005 1009 1012 rBV 3808624 5389600 100.00% 13.639%

16 14.099 1083 1086 1089 rBV 209643 248025 4.60% 0.628%

17 14.168 1089 1092 1094 rBvV 39690 59925 1.11% 0.152%
18 14.694 1133 1138 1140 rBvV 44512 71013 1.32% 0.180%
19 14.751 1140 1143 1146 rBVY 1144544 1711375 31.75% 4.331%
20 15.185 1178 1181 1185 rBV 67407 94687 1.76% 0.240%
21 15.677 1221 1224 1227 rBV 63184 81519 1.51% 0.206%
22 16.157 1262 1266 1268 rBV 51296 79040 1.47% 0.200%
23 16.614 1303 1306 1310 rBV 42003 58909 1.09% 0.149%
24 16.808 1320 1323 1329 rBV 877256 1401949 26.01% 3.548%
25 17.060 1342 1345 1350 rVB 36176 55479 1.03% 0.140%
Sum of corrected areas: 39517247
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF113015\

BF083351.D

30 Nov 2015 23:41

umsiz

PB86921BL

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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\BF113015\
Data File : BF083351.D

Acq On : 30 Nov 2015 23:41

Operator : UM/I1Z

Sample : PB86921BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.66 20.55 ng 1082990 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 260 (4.658 min): BF083351.D (-258) (-) m/z 43.10 100.00%
a3
59
5000
101 HAREE AR U LU R
440 4.60 4.80 5.00
e 3l 839 & | h/z 59.10  53.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 14.62%
15 31 101
\ 25 7 37, 53, 83
miz--> R P I NS N N N
Abundance
59
440 460 480 500
5000 m/z 58.05 14.02%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- T ....
59 440 460 480 5.00
m/z 41.10 9.07%
5000
a1 101
15 1 3\1 I ‘ | 53\\ 69 83
m/z--> 10 20 30 40 50 6|O 7'0 8|0 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF113015\
Data File : BF083351.D

Acq On : 30 Nov 2015 23:41

Operator : UM/I1Z

Sample : PB86921BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.M
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 4 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.04 4.38 ng 374595 Chrysene-di12 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 49
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 43
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 43
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38
Abundance Scan 993 (13.036 min): BF083351.D (-990) (-) m/z 56.10 100.00%
96
5000 a1
— M e —
239 257 12.80 13.00 13.20 13.40
171 213
”w””p”|Lm. m/z 57.10 50.64%
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 B AR SRR SN B
29 73 12.80 13.00 13.20 13.40
m/z 43.10 42 _.36%
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 300
Abundance
56
12.80 13.00 13.20 13.40
5000 m/z 41.10 40.06%
2 & 257
101 129 157 185 213 239 283 312
WWWWWWWWWTWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- e e e L e
56 12.80 13.00 13.20 13.40
m/z 55.10 32.82%
5000
30 100 129
':I'-"ll"“"l""‘ I""8'2"'l""l"‘II IR SR DA SR DR D D R S rTTTTTT T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF113015\
Data File : BF083351.D

Acq On : 30 Nov 2015 23:41

Operator : UM/I1Z

Sample : PB86921BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.M
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 5 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.10 2.90 ng 248025 Chrysene-di12 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 91
2 n-Butyl myristate 284 C18H3602 000110-36-1 78
3 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 38
4 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 38
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 38

Abundance Scan 1086 (14.099 min): BF083351.D (-1083) (-) m/z 56.10 100.00%
96
5000
73
129 LR BN U SO B
97 285
3 185 241 267 13.80 14.00 14.20 14.40
“”qm.n= 157 207 m/z 57.10 59.05%
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 /\ RN SUNI B
13.80 14.00 14.20 14.40
29 129 m/z 43.10 46.28%
‘ ‘ 185 267 285
|‘|||‘||||‘ h H \M\ I\I‘\\ Mh TR N ||]|-|57|||| ”” |2|EI-|3|||2|4|1||| |‘||| l‘”l |3|]|-:!- |||3|4|0||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
13.80 14.00 14.20 14.40
5000 m/z 41.10 40.15%
229
73 211
129
185 284
39 101 157 255
mmwmmwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 M
Abundance #34835: Cyclobutane, 1-hexyl-2,3-dimethyl- R N RN E RS EE Ry
56 13.80 14.00 14.20 14.40

m/z 55.10 35.31%

5000

29 83
Wthm%wm .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF113015\
Data File : BF083351.D

Acq On : 30 Nov 2015 23:41

Operator : UM/1Z

Sample : PB86921BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.66 20.6 ng 1082990 1 6.54 1053760 20.0
Hexadecanoic acid... 13.04 4.4 ng 374595 5 14.75 1711380 20.0
Octadecanoic acid... 14.10 2.9 ng 248025 5 14.75 1711380 20.0
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