LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022556.D

Acq On : 25 Jun 2016 2:47

Operator : UM/SJ

Sample - H3633-16

Misc :

ALS Vial : 20 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_G\METHODS\8270-BG062516 .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 3.522 111 116 125 rBvV 86166 137199 1.22% 0.293%
2 5.244 403 409 418 rVB 133726 208429 1.86% 0.445%
3 5.708 481 488 498 rVB 960623 1541461 13.74% 3.291%
4 7.300 749 759 772 rBVY 630626 1126884 10.04% 2.406%
5 7.694 818 826 834 rBV 1737755 3025445 26.96% 6.459%

8.164 899 906 914 rBV 433688 747241 6.66% 1.595%
8.493 955 962 971 rVB 1585927 2807683 25.02% 5.994%
9.333 1097 1105 1114 rBV 1438687 2565495 22.86% 5.477%
589835 1046399 9.32% 2.234%
13.428 1794 1802 1808 rBVY 3692542 6026844 53.71% 12.866%
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11 14.245 1935 1941 1946 rVB 156310 236225 2.11% 0.504%
12 14.803 2027 2036 2045 rVB2 975683 1637164 14.59% 3.495%
13 16.284 2281 2288 2297 rBV 3940590 6085447 54.23% 12.991%
14 17.547 2497 2503 2511 rVB2 1417428 2266195 20.19% 4._.838%
15 18.417 2646 2651 2658 rBV3 163159 283672 2.53% 0.606%

16 19.686 2863 2867 2874 rBV2 185894 310024 2.76% 0.662%
17 19.838 2889 2893 2899 rVB3 94988 127793 1.14% 0.273%
18 20.156 2940 2947 2954 rVB 8231009 11221572 100.00% 23.955%
19 21.431 3161 3164 3169 rBV5 78022 112239 1.00% 0.240%
20 21.842 3228 3234 3243 rVB 1719453 2773997 24.72% 5.922%

21 25.203 3797 3806 3815 rvB2 891220 2556637 22.78% 5.458%

Sum of corrected areas: 46844045
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022556.D

Acq On = 25 Jun 2016 2:47

Operator : UM/SJ

Sample - H3633-16

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022556.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022556.D

Acq On : 25 Jun 2016 2:47

Operator : UM/SJ

Sample - H3633-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.24 5.58 ng 208429 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 4-Ethyl-3-octanol 158 C10H220 019781-26-1 37
3 Hexanamide 115 C6H13NO 000628-02-4 35
4 3-0Octanol 130 C8H180 000589-98-0 33
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 25

Abundance Scan 408 (5.238 min): BG022556.D (-403) (-) m/z 43.10 100.00%
43
5000
T Tobo 520 540 Sk
Ol 7L, | 180 177210 252281 345878 %81 | "m/z 59.10 65.03%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U R R I U

5.00 520 5.40 5.60
m/z 101.10 21.68%

15 ‘ 101
o,ﬂwi“..ﬂ..”,.”. S B RARRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
5.00 520 5.40 5.60
5000 m/z 58.05 16.22%
29
98 129
O e o L o L L e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7587: Hexanamide
59 5.00 520 5.40 5.60
m/z 41.10 11.83%
5000
0,.?7w‘lﬂgﬁ...“...............“.......“...“...“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022556.D

Acq On : 25 Jun 2016 2:47

Operator : UM/SJ

Sample - H3633-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516_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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.50 ng 283672 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 Tetradecanoic acid 228 C14H2802 000544-63-8 45
4 Octadecanoic acid 284 C18H3602 000057-11-4 43
5 Dodecanoic acid 200 C12H2402 000143-07-7 37
Abundance Scan 2652 (18.422 min): BG022556.D (-2646) (-) m/z 73.00 100.00%
78
43
5000
256 18.00 18.20 18.40 18.60 18.80
0 281303 343 371 422448 n/z 43 .05 76210
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92228: n-Hexadecanoic acid
43 78
5000 256 R B B SR A
129 18.00 18.20 18.40 18.60 18.80
97 213 m/z 60.10 71.50%
L) 57
OIIHI\M\IHI N‘:“hl“ M:”ﬁ |‘|‘||‘|‘|“||‘|‘|||‘|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
60
18.00 18.20 18.40 18.60 18.80
5000/ 29 129 m/z 55.05 57 .79%
87
172
g U W UL U WL UL AL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75071: Tetradecanoic acid e
78 18.00 18.20 18.40 18.60 18.80
43 m/z 57.10 48 .33%
5000 129
w 185 228
0.&t\uw.nuﬁh..ﬁﬁi.yi..M.,....,....,....,....,. pb el e Lol Wi,
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18 20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022556.D

Acq On : 25 Jun 2016 2:47

Operator : UM/SJ

Sample - H3633-16

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516_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 6 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.69 2.74 ng 310024 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Docosanoic acid 340 C22H4402 000112-85-6 49
Abundance Scan 2868 (19.692 min): BG022556.D (-2863) (-) m/z 73.05 100.00%
73
43
5000
284 19.40 19,60 19.80 20.00
333 : : :
o 370399429 466 499 549 n/z 57.10 76 13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #108843: Octadecanoic acid
48 73
5000 LR BN UL BULRILN IR
19.40 19.60 19.80 20.00
m/z 55.10 71.64%
Oﬁ%y“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
119.40 19,60 19.80 20.00
5000 m/z 60.10 59.85%
129
256
101 157135213
O A A e B L o o
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #83683: Pentadecanoic acid
48 19.40 19.60 19.80 20.00
m/z 43.05 59.49Y%
5000
Ol L e e
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550 1940 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062516\
Data File : BG022556.D

Acq On : 25 Jun 2016 2:47

Operator : UM/SJ

Sample - H3633-16

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516_M
Quant Title : 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... 5.24 5.6 ng 208429 1 8.17 747241 20.0
n-Hexadecanoic acid 18.42 2.5 ng 283672 4 17.55 2266200 20.0
Octadecanoic acid 19.69 2.7 ng 310024 4 17.55 2266200 20.0
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