LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107655.D

Aca On = 25 Jul 2018 14:26

Operator : JU/SJ

Sample : J4124-03

Misc :

ALS Vial : 8 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018 .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 5.213 484 489 507 rBV 550741 842399 15.28% 1.677%
2 5.601 551 555 581 rBY 3528734 5075068 92.07% 10.102%
3 6.601 720 725 744 rBVY 3415743 5199465 94.33% 10.350%
4 6.742 744 749 772 rVB 4452131 5356611 97.18% 10.663%
5 6.966 783 787 809 rVB 1189760 1516827 27.52% 3.019%
6 7.125 809 814 836 rBVY 3635312 4247541 77.06% 8.455%
7 7.531 879 883 906 rBVY 2624367 3543732 64.29% 7 .054%
8 8.248 1001 1005 1022 rBVY 1656398 1911617 34.68% 3.805%
9 9.325 1181 1188 1203 rBvV 5098301 5512229 100.00% 10.972%
10 9.713 1250 1254 1265 rBV 283336 276157 5.01% 0.550%

11 10.007 1300 1304 1323 rVB 2029800 1959690 35.55% 3.901%
12 10.801 1435 1439 1452 rBV 3088562 3581435 64.97% 7.129%
13 10.889 1452 1454 1460 rVB2 42643 64132 1.16% 0.128%
14 11.501 1554 1558 1567 rBV 1760014 2027289 36.78% 4._.035%
15 12.007 1641 1644 1656 rBV3 213564 275109 4._.99% 0.548%

16 12.719 1762 1765 1773 rBV 168079 179516 3.26% 0.357%
17 12.948 1799 1804 1811 rBV2 134132 211002 3.83% 0.420%
18 13.089 1823 1828 1839 rBV 4408705 4378939 79.44% 8.716%
19 13.636 1918 1921 1924 rBV2 78707 76209 1.38% 0.152%
20 13.966 1974 1977 1987 rBV 236374 308379 5.59% 0.614%

21 14.154 2004 2009 2019 rBV 1339707 1622430 29.43% 3.230%

22 14.283 2028 2031 2034 rBV 100167 74882 1.36% 0.149%
23 14.589 2081 2083 2086 rBV 85806 84717 1.54% 0.169%
24 14.913 2135 2138 2142 rBV 74605 77201 1.40% 0.154%

25 14.989 2148 2151 2156 rVB 246802 269249 4._.88% 0.536%
26 15.265 2195 2198 2203 rVB2 84839 114435 2.08% 0.228%
27 15.683 2264 2269 2281 rBV2 885902 1451235 26.33% 2.889%

Sum of corrected areas: 50237495
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072518\
Data File : BF107655.D

Aca On - 25 Jul 2018 14:26

Operator : JU/SJ

Sample : J4124-03

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF107655.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107655.D

Aca On = 25 Jul 2018 14:26

Operator : JU/SJ

Sample : J4124-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 11.11 ng 842399 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28

Abundance Scan 488 (5.207 min): BF107655.D (-484) (-) m/z 43.00 100.00%

43.0
59.0
5000

101.1 IIIIIIIIIIIIIIIIII
480 500 520 540 560

83.0
o...,....,....,....',':...,..:l,..??,?...,....,....,|....,. m/z 59.00 62.48%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000 BRI LN L L L L BB L
59.0 4.80 5.00 520 5.40 5.60

m/z 101.10 17.05%

15.0 101.0
31.0 ”
o LR . 880 ]
o o o e B LI B o o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

570 4.80 500 520 5.40 5.60
5000 m/z 57.95 16.60%
20.0 101.0
0 N Ml 730 830

A L B B e e B e

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R e e ..
59.0 480 500 520 540 560

m/z 41.00 8.63%

5000
101.0
a0 410 69.0 83.0
15.0 H\. ‘ ‘500\\ /‘\-\M

NN RNV YIS 1L ¥ RN th s S NN R A RARR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107655.D

Aca On = 25 Jul 2018 14:26

Operator : JU/SJ

Sample : J4124-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 2 unknown6.74 Concentration Rank 1

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

6.74 70.63 ng 5356610 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.742 min): BF107655.D (-744) (-) m/z 132.00 100.00%
132.0 1
96.0
40.0 54.0 6.40 6.60 6.80 7.00
0 gL.0 e — m/z 68.05 39.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 34.20%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 65.95  26.90%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.73%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107655.D

Aca On = 25 Jul 2018 14:26

Operator : JU/SJ

Sample : J4124-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.71 ng 275109 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1645 (12.013 min): BF107655.D (-1641) (-) m/z 73.00 100.00%
43.0 | 73.0
5000 1291 _Akx~hk4
213.2 UV lih S S
101.0 157.0 1921 256.2 1160 11.80 12.00 12.20 12.40
o MR m/z 60.00 97.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 L AR SR B B
11.60 11.80 12.00 12.20 12.40
97.0 m/z 43.00 91.47%
| 157.0 185.0
OIHIJIwIJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
11!60 11}80 12!00 12!20 12f4o
5000 129.0 m/z 57.00 69.16%
0 .:I'.S.'?....l.... ; ?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B AR REEaE
43.0 | 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 68.47%
5000 129.0 nb~wWMbAquVAUAMNMNAMFvMAAAAﬂ
olzsoll 1l 4 el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107655.D

Aca On = 25 Jul 2018 14:26

Operator : JU/SJ

Sample : J4124-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1-Dodecanol, 2-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.80 ng 308379 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
4 Oxirane. l(dodecvloxv)methvI1- 242 C15H3002 002461-18-9 91
5 Tetradecane, l1l-chloro- 232 C14H29ClI 002425-54-9 74

Abundance Scan 1978 (13.971 min): BF107655.D (-1974) (-) m/z 57.00 100.00%

.0

5000

13.60 13.80 14.00 14.20
m/z 43.10 71.16%

. 155.1181.1205.1229.1 283.0 310.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119526: 1-Dodecanol, 2-hexyl-

5

5000 LA L L L L L L L LB B B
13.60 13.80 14.00 14.20
20.0 m/z 55.00 63.41%
0 139.0 167.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143260: 1-Dodecanoal, 2-octyl-
57.0
T T

13.60 13.80 14.00 14.20
m/z 71.05 47.76%

5000
111.0
29.0
o 139.0 167.0 196.0 204.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119525: 1-Decanoal, 2-octyl- e AR
57.0 13.60 13.80 14.00 14.20

m/z 83.10 44 _38%

5000

29.0

3

0 S S

! T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107655.D

Aca On = 25 Jul 2018 14:26

Operator : JU/SJ

Sample : J4124-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .99 3.71 ng 269249 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Farnesol. acetate 264 C17H2802 1000352-67-2 64
4 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 50
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 50
Abundance Scan 2151 (14.989 min): BF107655.D (-2148) (-) m/z 69.10 100.00%
69.1 H
5000
LR SR BRSMR SUNIUN B
14.60 14.80 15.00 15.20 15.40
Ol g 940510".". | 0L 2311 27313041 34123742 h7 0 81.05  49.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 AR PR SRR USRS B
14.60 14.80 15.00 15.20 15.40
m/z 41.00 25.60%
ol d 308077 1910 2310 2730 saro a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 95.10 13.16%
137.0
0 290{@ | 12050, | . 1910 231.0 273.0 341.0 410.0 wwthvaMwMﬂ/LJWWkﬂA“WJMM
m/z--> 50 100 150 200 250 300 350 400
Abundance #114184: Farnesol, acetate A ERE T
69.0 14.60 14.80 15.00 15.20 15.40
m/z 68.05 11.69%
5000
l 136.0
29-0H L] { ? 9% J‘ 29202210 2640
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072518\
Data File : BF107655.D

Acq On = 25 Jul 2018 14:26

Operator : JU/SJ

Sample - J4124-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.21 11.1 ng 842399 1 6.97 1516830 20.0
unknown6 .74 6.74 70.6 ng 5356610 1 6.97 1516830 20.0
n-Hexadecanoic acid 12.01 2.7 ng 275109 4 11.50 2027290 20.0
1-Dodecanol, 2-he... 13.97 3.8 ng 308379 5 14.15 1622430 20.0
Squalene 14.99 3.7 ng 269249 6 15.68 1451240 20.0
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