LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 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-BF110818 .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 5.181 523 526 537 rBV 39267 55660 3.27% 0.377%
2 5.569 587 592 613 rBVY 1472827 1550646 91.12% 10.498%
3 6.569 757 762 777 rBV 1629422 1701725 100.00% 11.521%
4 6.716 782 787 790 rBVY 1797773 1653246 97.15% 11.192%
5 6.945 822 826 832 rBV 521084 443269 26.05% 3.001%
6 7.098 848 852 868 rVB 1431897 1273293 74.82% 8.620%
7 7.510 917 922 933 rBVY 1094463 1019522 59.91% 6.902%
8 8.228 1040 1044 1057 rBV 597029 562001 33.03% 3.805%
9 9.298 1222 1226 1229 rBV 2041999 1675463 98.46% 11.343%
10 9.692 1289 1293 1300 rBV 127021 111889 6.58% 0.757%

11 9.986 1339 1343 1354 rVB 615690 548725 32.25% 3.715%
12 10.775 1474 1477 1489 rBV 807180 775715 45.58% 5.252%
13 11.480 1593 1597 1600 rBV 467947 435279 25.58% 2.947%

14 11.980 1679 1682 1688 rBV 66414 68701 4.04% 0.465%
15 12.698 1801 1804 1807 rBV 25541 21880 1.29% 0.148%
16 12.769 1813 1816 1824 rBV4 28147 40271 2.37% 0.273%
17 12.927 1841 1843 1847 rVB 27447 25195 1.48% 0.171%
18 13.057 1861 1865 1869 rBV 1177752 1127607 66.26% 7.634%
19 13.527 1940 1945 1949 rBV 87754 87974 5.17% 0.596%
20 13.610 1956 1959 1962 rBV2 22186 21711 1.28% 0.147%

21 13.939 2012 2015 2029 rBV 123574 186968 10.99% 1.266%
22 14.127 2043 2047 2050 rBV 507302 453511 26.65% 3.070%

23 14.257 2066 2069 2072 rVB 30191 28121 1.65% 0.190%
24 14.557 2118 2120 2123 rBV 46659 49129 2.89% 0.333%
25 14.786 2156 2159 2165 rBV2 70992 97188 5.71% 0.658%
26 14.874 2170 2174 2178 rVV 66804 78068 4_59% 0.529%
27 14.957 2185 2188 2192 rVB 44444 48816 2.87% 0.330%
28 15.221 2231 2233 2241 rVB 78702 94774 5.57% 0.642%
29 15.621 2298 2301 2303 rBV 49156 67104 3.94% 0.454%
30 15.651 2303 2306 2311 rVB 262129 318410 18.71% 2.156%
31 16.074 2374 2378 2382 rVB 50113 70342 4._.13% 0.476%
32 16.604 2464 2468 2472 rVB2 25806 40349 2.37% 0.273%
33 17.227 2569 2574 2582 rVB7 19854 38499 2.26% 0.261%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 14771051
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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: BF110608.D
2000000
6.72

6.57
1500000 .57 7.10

7.51
1000000

6.95

218 L kL L L

e T L = LS S

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110608.D
2000000 9|30

500000

1500000

13.06

1000000
10.77

8.23 9.99
500000 11.48

9.69
k I\ 11,98 1220772.9

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: BF110608.D
2000000

1500000

1000000

14.13

500000
15.65

15/62 16.07 16.60 17.23

R e e P A ——————_lee

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 12

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

5.18 2.51 ng 55660 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 40
3 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
4 Acetone 58 C3H60 000067-64-1 9
5 tert-Butyl Hydroperoxide 90 C4H1002 000075-91-2 9

Abundance Scan 526 (5.181 min): BF110608.D (-523) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S
| 83.1 | 4.80 5.00 5.20 5.40 5.60
SRS 1 USSSSSSOVO! | NSSSS. & SN EN— m/z 59.00 57.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A UL IR I R
4.80 5.00 5.20 5.40 5.60
59.0 m/z 101.00 21.61%
210 | 510 || 69.0 830910 1,01'0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 5b0 520 540 560
5000 m/z 58.00 16.60%
20.0 101.0
A 1 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3098: 2-Propyn-1-ol, acetate A R
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.71%
5000
55.0 70.0 98.0
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.72 Concentration Rank 1

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

6.72 74.59 ng 1653250 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 788 (6.722 min): BF110608.D (-782) (-) m/z 132.00 100.00%
132.0
5000
68.1
100 540 560 Tho ko ok 700
B E e m/z 134.00 33.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LSRR SRS R AR
6.40 6.60 6.80 7.00
310 510 m/z 68.10 31.21%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
LRSS SRS RARANRRARE
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 19.28%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e  RERR
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.22%
74.0
5000 9go 1160
T II‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| I RERL
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\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.98 3.16 ng 68701 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 86
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
Abundance Scan 1682 (11.980 min): BF110608.D (-1679) (-) m/z 73.00 100.00%
43.0 , 73.0
97.1 — T
il H “I 1571 1g5, 2181 2563 11.60 11.80 12.00 12.20
SRSSS—— - I '..-.--,....,....,....',..'..,.n...,...'. 23 Tm/z 60.00  92.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
43.0
5000 RS AR B
129.0 1160 1180 12.00 1220 |
‘ ‘ 185.0 228.0 m/z 43.05 87 .45%
‘ 97.0
...,..”h'.ﬂLLH| |M B T TN s A SR SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0

11.60 11.80 12.00 12.20

5000 129.0 m/z 55.05 73.14%
97.0 199.0
ey 101000 | 30 |
LT 0 T .0 -1 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid R e
43.0 73.0 11.60 11.80 12. 00 12. 20
' m/z 56.95 69.37%
5000
‘ o0 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 5 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.53 3.88 ng 87974 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 7-Nonenamide 155 C9H17NO 090949-53-4 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 50
Abundance Scan 1945 (13.527 min): BF110608.D (-1940) (-) m/z 59.00 100.00%
54.0
5000
IIIIIIIIIIAIIIIIIII
98.0 126.1 13.20 13.40 13.60 13.80
154.1
1792 2071 2382 m/z 72.00 63.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
594.0
5000 R RN BN IR N
1320 13140 13.60 13.80
29.0 m/z 55.05 38.56%
: 126.0
154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28131: 7-Nonenamide
59.0
13.20 13.40 13.60 13.80
5000 m/z 41.00 34.24%
2?\0\‘\ ‘\ 980 126.0 15\50
Il (1A /A L L] ) 1
m/z--> 20 40 60 85 100 120 1&0 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide B EEEEEEEEEE T
59.0 13.20 13.40 13.60 13.80
m/z 43.00 27 .58%
5000
290 | ) | 860 1140 1490 1700 2120 255.0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 2éo 280 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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-Hexacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.94 8.25 ng 186968 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 2015 (13.939 min): BF110608.D (-2012) (-) m/z 57.10 100.00%
57.1
97.1
5000
25.1 13.60 13.80 14.00 14.20
7 155.1 226.1 . . . )
—_— 1831 m/z 43.10 91.70%
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43.0
5000 U LR SRR
13 60 13. 80 14. oo 14.20
1110 m/z 55.05 70.42%
150 L | }39016801960224025202800308033603640
m/z--> 50 100 1éo 260 250 360 3éo
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
13.60 13.80 14.00 14.20
5000 97.0 m/z 83.05 66.90%
29.0
25.0
16801960
IJI’I\IIlI‘IAI{\ ‘I F‘“\ m — 22702580 T
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester A B
43.0 13.60 13.80 14.00 14.20
83.0 m/z 97.10 61.39%
5000
111.0
‘\‘ J J A \‘ \“ \‘Lu 93?.0\167'0196'0224'0
m/z--> 50 1(')0 1&'30 2(')0 250 3(')0 3éo 13 60 13. 80 14. oo 14. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.17 ng 49129 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 80
2 Heneicosane 296 C21H44 000629-94-7 74
3 Hexacosane 366 C26H54 000630-01-3 74
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 72
5 Pentacosane 352 C25H52 000629-99-2 72

Abundance Scan 2121 (14.563 min): BF110608.D (-2118) (-) m/z 57.05 100.00%

57.0

5000

1319411 1832 2150 J811 3241 14.20 14.40 14.60 14.80
ey m/z 71.10 66.22%
miz--> 50 100 150 200 250 300 350

Abundance #105886: Octadecane
571.0
5000 850 LA L L L L L B
14.20 14.40 14.60 14.80
29.0 m/z 43.05 64 .60%
| ll ﬂl }4}01690197022502540
i A e
m/z--> 50 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
R EE R E s
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.05 50.43%
29.0 13.
J[J ﬂ 1ﬂmwMWm5mm02%o
g T i T
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane R RS maEE
57.0 14.20 14.40 14.60 14.80
m/z 55.05 29.98%
5000 85.0
113.0
29.0| L | | 7] 141.0169.0197.0225.0253.0 295.0 366.0
— e = 17 R EE R E s
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 6a,12a-Dihydro-6H-(1,3)diox... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.79 4.29 ng 97188 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6a.l12a-Dihvdro-6H-(1.3)dioxolo(5... 284 C16H1205 022091-18-5 91
2 2-Hvdroxv-4-methoxv-alpha-(p-met... 284 C17H1604 002198-19-8 64
3 4-Amino-5-(4-nitrophenvlazo)benz... 284 C12H8N603 166766-07-0 58
4 2-(9-AcridinvD)-4-methvlbenzenea... 284 C20H16N2 035586-77-7 58
5 Coumaran-5-o0l-3-one, 2-[4-hydrox... 284 C16H1205 1000129-33-1 58
Abundance Scan 2160 (14.792 min): BF110608.D (-2156) (-) m/z 284.10 100.00%
284.1
5000 /\‘
57.0 162.0 SN . 7
| II il 13T0|| | | I19|70 241.0 | 14401460148015001520
e ||I|||||| I ||.||| |.||.I|||I||||.|n||||||| by I||||I| It M B, m/z 283.10 29_58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #130825: 6a,12a-Dihydro-6H-(1,3)dioxolo(5,6)benzofuro(3,2-...
284.0
5000

14.40 14.60 14.80 15.00 15.20
m/z 162.00  21.54%

134.0 162.0
28.0 69.0 104.0 197.0 241.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131077: 2-Hydroxy-4- methoxy alpha-(p-methoxybenzylidene)a...
134. 284.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 57.00 20.95%
470 108.0 ‘ 177.0 253.0
o 50,700, LAl dydzao 50y |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #130477: 4-Amino-5-(4-nitrophenylazo)benzofurazan B B E e
284.0 14.40 14.60 14.80 15.00 15.20
m/z 285.10 20.04%
5000
134.0 162.0
76.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .87 3.44 ng 78068 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2173 (14.868 min): BF110608.D (-2170) (-) m/z 57.05 100.00%
57.0
5000

127.1176.1  245.2 2951 — 14.621 ;4.5?015.00 61;.2% -
p4 - - 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0

5000 R e B
14.60 14.80 15.00 15.20

m/z 71.05 55.77%

13 0 ,169.0 225, 0 281. o 380. 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0

14.60 14.80 15.00 15.20
5000 m/z 85.05 43 .83%

13.0
A0 169.0 2250 2950 367.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane BE L B e
57.0 14.60 14.80 15.00 15.20

m/z 55.05 31.33%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.60 14. 80 15. 00 15 20

8270-BF110818_.M Fri Nov 09 15:30:03 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 10 Squalene

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.96 3.07 ng 48816 Perylene-di12 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 Supraene 410 C30H50 007683-64-9 72
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 72
4 _psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 50
5 3-Cyclohexene-1-carboxaldehyde, ... 192 C13H200 052475-89-5 50

Abundance Scan 2189 (14.963 min): BF110608.D (-2185) (-) m/z 69.10 100.00%
69.1
14.60 14.80 15.00 15.20
0 m/z 81.05 63.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
5000 LR SRR SRR SRR B
14.60 14.80 15.00 15.20
3 o m/z 41.00 23.68%
29.o|I o b } 7.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.60 14.80 15.00 15.20
5000 m/z 136.00 16.34%
29. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69.0 14.60 14.80 15.00 15.20
m/z 137.10 12._.47%
5000
111
299 "‘ ol w A ]r L 192.0 231.0 273.0 315.0 384.0
m/z--> 50 100 150 260 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF110818_.M Fri Nov 09 15:30:04 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 11 2-Bromo dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.22 5.95 ng 94774 Perylene-d12 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
2 2-methvloctacosane 408 C29H60 1000376-72-8 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 2233 (15.221 min): BF110608.D (-2231) (-) m/z 57.05 100.00%
57.0
5000

99.0 "' 15.00 15.20 15.40 15.60

1411 179.1211.12450  295.1 : - : :
...-.|,..:.'l|-*'u.-.-, SIS i i it m/z 43.10 64.47%

m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57.0
5000 LA L L L L L LB
15.00 15.20 15.40 15.60
m/z 71.05 60.05%
27.0 99.0 169.0
s o 0 P T - N AN
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
N L N EREEE R
15.00 15.20 15.40 15.60
5000 m/z 85.10 45 .24%
99.0
70| | ) | | | p4r0 1830 2250 267.0 309.0 3650
— . T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane A B A R
57.0 15.00 15.20 15.40 15.60
m/z 55.00 24 .39%
5000
99.0
ULy 2410 183, 0 2250 267.0 309.0  367.0

T
m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15. 60

8270-BF110818_.M Fri Nov 09 15:30:05 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 12 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.07 4.42 ng 70342 Perylene-d12 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Eilcosane 282 C20H42 000112-95-8 81
3 Hexacosane 366 C26H54 000630-01-3 80
4 Octadecane 254 C18H38 000593-45-3 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2377 (16.068 min): BF110608.D (-2374) (-) m/z 57.05 100.00%

57.0

5000

13114119712 207.0 2391 2812 5964 15.80 16.00 16.20 16.40
m/z 71.05 68.53%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
571.0
85.0
5000 LA L L L L L LB
15. 80 16. 00 16. 20 16 40
m/z 43.10 60.59%
29.0 13 0
| ] L 34}01690197022502530 296.0
e — T T
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
A B
85.0 15.80 16.00 16.20 16.40
5000 m/z 85.10 43.68%
29.0 1 ﬂ1301410
AL ] 16901970025 05302820
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane R EREREREE RS
57.0 15.80 16.00 16.20 16.40
m/z 55.10 23.31%
5000 85.0
113.0
29.0| L L 114101690197022502530 295.0 366.0
— A m o A B
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16 40

8270-BF110818_.M Fri Nov 09 15:30:05 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 13 Eicosane, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.60 2.53 ng 40349 Perylene-di12 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 3-methvl- 296 C21H44 006418-46-8 72
2 Dotetracontane 591 C42H86 007098-20-6 72
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 64
4 Octacosane 394 C28H58 000630-02-4 64
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 59
Abundance Scan 2467 (16.598 min): BF110608.D (-2464) (-) m/z 57.10 100.00%
57.1
5000
127.1 16.20 16,40 16.60 16.80 17.00
....,.'J“”'ll'l?@“l‘“'Ilz?}.]l'....l....,....,....,....,....,. m/z 71.10 71.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141428: Eicosane, 3-methyl-
57.0
5000 AR B BRI SR

16.20 16.40 16.60 16.80 17.00
m/z 43.05 61.07%

e B e e SR R R h o R o o e SO
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240776: Dotetracontane
57.0
A B
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.05 47 .96%
113.0
1T 1}18?Pl%3?9‘%950 351.0 407.0 463.0 519.0 590.0
R R ERE L aa I B AALE BARES EaE R ER e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105897: Heptadecane, 3-methyl- e o
57.0 16.20 16.40 16.60 16.80 17.00
m/z 41.00 29.96%
5000
225.0
130 1690
e e e A ma e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16. 20 16 40 16 60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110608.D

Aca On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample : J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 14 unknownl7.23 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.23 2.42 ng 38499 Perylene-d12 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 15
2 Acethvdrazide. N2-(4-iodophenvl)- 276 C8H9IN20 014579-96-5 11
3 Hexadecane 226 C16H34 000544-76-3 10
4 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 10
5 7-Octadecanone 268 C18H360 018277-00-4 10

Abundance Scan 2574 (17.227 min): BF110608.D (-2569) (-) m/z 57.10 100.00%

57.1

85.1

5000

113.0 1411

173.0

17.00 17.20 17.40 17.60
m/z 71.10 66.58%

211.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129491: Eicosane
57.0

17.00 17.20 17.40 17.60
m/z 43.10 60.25%

5000

1130 141.0 169.0 197.0 2250 2530 2820

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124659: Acethydrazide, N2-(4-iodophenyl)-
43.0 234.0

276.0

17.00 17.20 17.40 17.60
76.0 m/z 85.10 57.61%

5000

127.0149.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #83028: Hexadecane R mEEEE RS S
57.0 17.00 17.20 17.40 17.60
m/z 276.10  41.55%
5000 85.0
113.0
R RAAAE B B B AR e L o e R R PR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110818\
Data File : BF110608.D

Acq On > 9 Nov 2018 1:50

Operator : JU/SJ

Sample - J5859-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 5.18 2.5 ng 55660 1 6.95 443269 20.0
unknown6.72 6.72 74.6 ng 1653250 1 6.95 443269 20.0
Tetradecanoic acid 11.98 3.2 ng 68701 4 11.48 435279 20.0
9-Octadecenamide, ... 13.53 3.9 ng 87974 5 14.13 453511 20.0
1-Hexacosanol 13.94 8.3 ng 186968 5 14.13 453511 20.0
Octadecane 14.56 2.2 ng 49129 5 14.13 453511 20.0
6a,12a-Dihydro-6H... 14.79 4.3 ng 97188 5 14.13 453511 20.0
Heptacosane 14 .87 3.4 ng 78068 5 14.13 453511 20.0
Squalene 14.96 3.1 ng 48816 6 15.65 318410 20.0
2-Bromo dodecane 15.22 6.0 ng 94774 6 15.65 318410 20.0
Heneicosane 16.07 4.4 ng 70342 6 15.65 318410 20.0
Eicosane, 3-methyl- 16.60 2.5 ng 40349 6 15.65 318410 20.0
unknownl17.23 17.23 2.4 ng 38499 6 15.65 318410 20.0
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