LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

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-BF092218 .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 4.898 475 478 485 rVB 65077 80792 3.21% 0.306%
2 5.316 544 549 552 rBVY 2123283 2005243 79.72% 7.593%
3 6.345 719 724 735 rBVY 2221165 2227320 88.54% 8.434%
4 6.475 742 746 749 rBVY 2387402 2164945 86.06% 8.198%
5 6.704 782 785 789 rBV 849734 679659 27.02% 2.574%
6 6.863 808 812 815 rBVY 2052406 1677307 66.68% 6.351%
7 7.269 876 881 884 rBVY 1420090 1359090 54.03% 5.146%
8 7.986 999 1003 1006 rBVY 1127871 877486 34.88% 3.323%
9 9.063 1182 1186 1189 rBV 3043570 2515482 100.00% 9.525%
10 9.457 1249 1253 1256 rBV 970842 724426 28.80% 2.743%

11 9.733 1297 1300 1304 rBV 1073638 997303 39.65% 3.776%
12 10.521 1430 1434 1437 rBV 1783208 1549458 61.60% 5.867%
13 11.210 1548 1551 1555 rBV 1100775 1005405 39.97% 3.807%
14 11.751 1640 1643 1658 rBvV2 153050 201831 8.02% 0.764%
15 12.533 1773 1776 1784 rBV3 29884 39014 1.55% 0.148%

16 12.792 1816 1820 1824 rBV 2282223 2163104 85.99% 8.191%
17 13.698 1971 1974 1984 rBV 300189 416570 16.56% 1.577%
18 13.839 1993 1998 2001 rBV 945547 898712 35.73% 3.403%
19 14.021 2026 2029 2034 rBV 33822 34329 1.36% 0.130%
20 14.327 2077 2081 2088 rBV2 80594 131609 5.23% 0.498%

21 14.621 2127 2131 2134 rBV2 65096 70463 2.80% 0.267%
22 14.692 2139 2143 2146 rBV2 47684 56732 2.26% 0.215%
23 14.821 2162 2165 2171 rBvV4 22189 35298 1.40% 0.134%
24 14.933 2180 2184 2188 rBV 206211 212986 8.47% 0.806%
25 15.174 2222 2225 2230 rVB3 27090 34412 1.37% 0.130%

26 15.239 2230 2236 2240 rBV 723527 839130 33.36% 3.177%
27 15.286 2240 2244 2250 rVB 122384 151201 6.01% 0.573%
28 15.468 2271 2275 2280 rBV5 37928 52707 2.10% 0.200%
29 15.686 2307 2312 2317 rBV 169598 249675 9.93% 0.945%
30 15.739 2317 2321 2328 rVV3 88684 176234 7.01% 0.667%

31 16.151 2386 2391 2396 rBV 86393 155057 6.16% 0.587%
32 16.415 2431 2436 2440 rVB4 36410 59749 2.38% 0.226%
33 16.698 2478 2484 2489 rVB2 41447 77362 3.08% 0.293%
34 17.145 2552 2560 2574 rBV9 143569 504809 20.07% 1.911%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.327 2586 2591 2598 rVB2 96921 192220 7.64% 0.728%
36 17.439 2605 2610 2616 rBV2 47577 120839 4._80% 0.458%
37 17.556 2624 2630 2641 rBV2 151318 461248 18.34% 1.747%
38 17.650 2641 2646 2659 rVB5 112569 346576 13.78% 1.312%
39 17.874 2677 2684 2700 rBV5 107036 502603 19.98% 1.903%
40 18.068 2711 2717 2727 rVB3 112549 310569 12.35% 1.176%

41 18.321 2755 2760 2764 rBV7 23549 50137 1.99% 0.190%

Sum of corrected areas: 26409092
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109261.D
3000000

2500000 6.47
5.32 5% 6.86
2000000

1500000 7.27
1000000 6.70

500000

4.90 | \

R e T e —

T T T I [ T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance TIC: BF109261.D
3000000 9lo6

2500000
12.79

2000000
10.52

1500000

7.99 9.73 11.21
1000000 9.46

500000

11.75
{ 12.53

T
12.00

T
12.50

b

o
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: BF109261.D
3000000

U
11.50

2500000

2000000

1500000

1000000 13.84

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 17

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

4.90 2.38 ng 80792 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 12
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 478 (4.898 min): BF109261.D (-475) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 e N R
83.0 4.60 4.80 5.00 5.20
Ol 2O 880 | w/Z 59.00 55.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L I R
59.0 460 480 500 5.20
m/z 101.10 21.01%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.00 15.44%
101.0
o 180 30 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- e
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.12%
41.0
5000
86.0
0 Sl'Q\\\ I 6?0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 63.71 ng 2164950 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 745 (6.469 min): BF109261.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
IREBE ARSI S
6.20 6.40 6.60 6.80
0 A E e m/z 68.10 45_79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IREBENAREE RS LRSS S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.94%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.10 28.73%
s 0o | ||
0'"'I'“W'k”"'u""I'h"l""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.72%
74.0
5000 98.0 116.0
0 : IIIIIII‘I\I\I\I ""Ml ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e RBREE RS S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 13

R.T. EstConc Area Relative to ISTD R.T.
11.75  4.01ng 201831  Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64

5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 18

Abundance Scan 1643 (11.751 min): BF109261.D (-1640) (-) m/z 73.00 100.00%
431 730
5000 1291 L
97.1 213.2 R e B ma i
1711 256.2 11.40 11.60 11.80 12.00
0 m/z 43.10 94 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

(o]
o
o

5000 129.0 o aaen
11.40 11.60 11.80 12.00

83.0 0
1570 1g50 2130 256.0 m/z 60.00 86.73%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11.40 11.60 11.80 12.00
5000 129.0 m/z 41.05 74 .79%
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AL REE L Lt
43.0 73.0 11.40 11.60 11.80 12.00
m/z 57.05 73.03%
5000 129.0 A%/[L/\/‘
0.1.5.'?....,... R  EEnsmenasmae e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.70 9.27 ng 416570 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1974 (13.698 min): BF109261.D (-1971) (-) m/z 57.05 100.00%

.0 83.

5000

:

13.40 13.60 13.80 14.00
m/z 83.05 97.84%

o 139.1 1572 196.1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosano

55,0 83.0

-

5000
13.40 13.60 13.80 14.00
m/z 43.05 96.91%
29.0 139.0
o "7167.0196.0 238.0 266.0294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate
57.0 83.0
T e
13.40 13.60 13.80 14.00
5000 m/z 55.10 91.39%
o \ 13901670 106.0202.0  266.0294.0325 o
Eaaasanzeny
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1 R e
55.0 83.0 13.40 13.60 13.80 14.00
m/z 97.05 85.11%
5000
29.0
o I 139.0 168.0196.0  238.0266.0
IIIIIIIIIIII II _'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'_

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Sulfurous acid, butyl dodec... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.33 2.93 ng 131609 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 91
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 2081 (14.327 min): BF109261.D (-2077) (-) m/z 57.10 100.00%
57.1
5000
14.00 14.20 14.40 14.60
155.1
Y 1891 m/z 71.10 69.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 R SR S UL UL
14.00 14.20 14.40 14.60
99.0 m/z 43.05 66.22%
ozgol I | L | | 1410 1830 250 2620
m/z--> 50 100 150 200 250 300 350 400
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.05 52.21%
0 zaJO.w 1 Jgﬁ O 1890 299
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- B A R RmE s S
57.0 14.00 14.20 14.40 14.60
m/z 55.00 29.11%
5000
97.0
OJ“‘wumomwmm 273.0 309.0 343.0 378.0 414.0
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 1440 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.93 5.08 ng 212986 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2183 (14.927 min): BF109261.D (-2180) (-) m/z 57.10 100.00%
571.1
o T Jm
LU DU BRI I
: 14.60 14.80 15.00 15.20
1411
- | AL 1[1 Lot 2691 211223912671 3021 m/z 71.10 70.40%
m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 L LA UM SO U
14.60 14.80 15.00 15.20
| m/z 43.05 59.66%
oL AL [ s omssgomz0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
14:60 14.80 15.00 1520
5000 85.0 m/z 85.10 51.54%
. 290 i I e 1410160.0197.0225,02530 29603280 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e R EEE e
57.0 14.60 14.80 15.00 15.20
m/z 55.05 22.42%
85.0
N W
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.69 5.95 ng 249675 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2313 (15.692 min): BF109261.D (-2307) (-) m/z 57.05 100.00%
57.0
5000
580 15.40 15.60 15.80 16.00
141.2 183 2 . . . .
0....,'1 l|.l A 292 28l | "m/z 71.05 82.60%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 LR U BRI SUILN B
mmmmmmmm
99.0 m/z 43.05 62.53%
240 LAy d | J0 pes0 om0 a0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 58.85%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane T R T
57.0 15.40 15.60 15.80 16.00
m/z 55.05 20.46%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%0 ' 1520 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1-Pentadecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.74 4.20 ng 176234 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 86
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 64
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 52
4 Carbonic acid. heptadecvl isobut... 356 C22H4403 1000314-61-4 52
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 52
Abundance Scan 2321 (15.739 min): BF109261.D (-2317) (-) m/z 83.10 100.00%
83.1
43.0
5000
25.1 LA BRI B SR
I J. F7 1 2171 297.3 15.40 15.60 15.80 16.00
ob e R A B R m/z 97.10 85.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69582: 1-Pentadecene
430 &30
5000 L B U BN U
15.40 15.60 15. 80 16.00
m/z 57.10 74.28%
25.0
L5 160 2100
e S U L S UL L S L UL BRI W

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57.0
97.0 L IRLELIL UL LI LI L L L L |
15.40 15.60 15.80 16.00
5000 m/z 43.00 65.84%
169.0
oL} ‘ Lliup. | 210.0 2520 2970 448.0
A e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate R EARmamEEEE
57.0 15.40 15.60 15.80 16.00
m/z 55.00 62.41%
97.0
5000
{ 39.0 308.0
ol b}, 1810 2240 2640 308.0 3530 454.0
m/z--> 50 100 150 200 250 300 350 400 450 15.40 15. 60 15. 80 16. 00

8270-BF092218 .M Tue Sep 25 13:11:33 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 10 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.15 3.70 ng 155057 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2391 (16.151 min): BF109261.D (-2386) (-) m/z 57.10 100.00%
57.1
T f\/\\,\/\\‘J\v
5000
PN SUNLA SR B
141 1 1832 2951 15.80 16.00 16.20 16.40
0....|,‘.'|..l'."'|. M s P . m/z 71.10 66.60%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 AR AR AR AR
15. 80 16. 00 16. 20 16.40
m/z 43.05 55.77%
. 2001 ) | pso 141.0169.0197.0225,02530 29503280 _ 3670
m/z--> éo 160 150 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0
o 1580 16,00 1620 1640 "
5000 m/z 85.10 52.61%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #105884: Octadecane T T T
57.0 15.80 16.00 16.20 16.40
m/z 55.10 20.94Y%
- T M
29.0
oL e 1?214;01690197022502540
m/z--> 5'0 100 150 2(')0 251;0 3(')0 351;0 15. 80 16. 00 16. 20 16. 40 '

8270-BF092218 .M Tue Sep 25 13:11:34 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 _.beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.14 12.03 ng 504809 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 83
3 Eraost-7-en-3-ol 400 C28H480 116179-22-7 48
4 5-Cholestene-3-o0l. 24-methvl- 400 C28H480 1000214-17-4 43
5 Ergost-7-en-3-ol, (3.beta.)- 400 C28H480 026047-31-4 43
Abundance Scan 2559 (17.139 min): BF109261.D (-2552) (-) m/z 43.05 100.00%
43.0
107.1
5000 145.1
16.80 17.00 17.20 17.40
Ob—— m/z 107.05 61.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 16.80 17.00 17.20 17.40
107.0
W50 a0 41401 "n/z 55.00 56.82%
7 78.0 2130 2550 303.0 381.0
ok, 41.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
16.80 17.00 17.20 17.40 '
5000 m/z 81.05 54 _.95%
o.maq.
m/z--> 50 100 150 200 250 300 350 400
Abundance #212388: Ergost-7-en-3-ol R e
43.0 16.80 17.00 17.20 17.40
4000 m/z 105.10 52.78%
5000 107.0 255.0
147.0
\ i L es 37
0... P ‘H“‘HH‘MH']%8P”.“.‘.‘.kl‘..M.3.0|:L.0...|3.6‘7..(?.‘|‘.. R
m/z--> 200 250 300 350 400 mmﬂmﬂmﬂm

8270-BF092218 .M Tue Sep 25 13:11:35 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Olean-12-ene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.33 4_.58 ng 192220 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Olean-12-ene 410 C30H50 000471-68-1 50
2 3-Ethvilphenol. O-trifluoroacetvl- 218 C10H9F302 1000374-27-3 49
3 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 49
4 4-Allvl-5-pvridin-3-vl-2_.4-dihvd... 218 C10H10N4S 1000300-40-5 49
5 9,11-Dimethyltetracyclo[7.3.1.0(... 218 C16H26 053263-99-3 43
Abundance Scan 2592 (17.333 min): BF109261.D (-2586) (-) m/z 218.20 100.00%
218.2
5000 57.0
1090 4651 2671 17.00 17.20 17.40 17.60
0 e B B B o S m/z 203.20 83.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215938: Olean-12-ene
218.0
5000
17.00 17.20 17.40 17.60
41.0 10 1380 m/z 57.05 42 _.56%
. .0 177.
o by o b L 200 ses0 400
m/z--> 50 100 150 200 250 300 350 400
Abundance #75310: 3-Ethylphenol, O-trifluoroacetyl-
104.0 203.0
17.00 17.20 17.40 17.60
5000 m/z 43.05 40.05%
egT
o.%?%,*.U.lu,.l..xl??-?lﬂ.".
m/z--> 50 100 150 200 250 300 350 400
Abundance #75613: 8-Amino-6, 7-dimethoxy-4-methylquinoline e EREmEmEE T
218.0 17.00 17.20 17.40 17.60
m/z 69.05 31.39%
5000
160.0
5]I'O J 10Th0 i J i |
L L (L A UL LA L WL USRI DU BURIRN SRR
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF092218 .M Tue Sep 25 13:11:36 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2,5,5,8a-Tetramethyl-6,7,8,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.44 2.88 ng 120839 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 50
2 Guaia-3.9-diene 204 C15H24 000489-83-8 50
3 cis-(-)-2.4a.5.6.9a-Hexahvdro-3.... 204 C15H24 1000104-20-1 38
4 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 38
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 024406-05-1 35
Abundance Scan 2610 (17.439 min): BF109261.D (-2605) (-) m/z 135.10 100.00%
136.1 204.1
69.0 105.1 287.3
5000
360.2 " 17.20 17.40 17,60 17.80
0 7 m/z 204.10 97 .28%
m/z--> 50 100 150 200 250 300 350
Abundance #64227: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth. ..
135.0 204.0
91.0
5000
41.0 17.20 17.40 17.60 17.80
m/z 133.10 76.28%
160.0
0 |!’L U L UL UL U
m/z--> 50 100 150 200 250 300 350
Abundance ft64297: Guaia-3,9-diene
105.0 135.0 204.0
410 17,20 17.40 17.60 17.80
5000 : m/z 69.00 T74.74%
79,0 16R.0
0 Db fo A4
m/z--> 50 100 150 200 250 300 350
Abundance #64458: cis-(-)-2,4a,5,6,9a-Hexahydro-3,5,5,9-tetramethyl(... RN s e
410 93.0 133.0 17.20 17.40 17.60 17.80
' 0
204.0 m/z 287.30 74.08%
5000
161.0
67.0
ol ‘ U.i.“.‘.... S S B E—
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80

8270-BF092218 .M Tue Sep 25 13:11:36 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 3-Methoxy-6,7,8,9-tetrahydr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.56 10.99 ng 461248 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 68
2 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 58
3 4-Allvl-5-pvridin-3-vI-2.4-dihvd... 218 C10H10N4S 1000300-40-5 52
4 _beta.-Amvrin trimethvisilvl ether 498 C33H580Si 001721-67-1 50
5 3-Amino-5-piperonyl-1,2,4-triazole 218 C10H10N402 014730-92-8 43
Abundance Scan 2631 (17.562 min): BF109261.D (-2624) (-) m/z 218.20 100.00%
218.2
5000
95.1
5.0 135.1 175, 2571 4264 17.20 17.40 17.60 17.80
o P00V 0 P 0 O N . m/z 203.20  71.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218.0
5000
17.20 17.40 17.60 17.80
69.0 17s. m/z 95.10 22.32%
201 100 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #75613: 8-Amino-6,7-dimethoxy-4-methylquinoline
P18.0
17.20 17.40 17.60 17.80
5000 m/z 69.10 22.09%
o 1040 160.0
0|||f.‘u“uj'u':'l'J:‘:J:‘:“l.l:‘A:‘:|‘|||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #75200: 4-Allyl-5-pyridin-3-yl-2,4-dihydro-[1,2,4]triazole... R EARE EERREE B
218.0 17.20 17.40 17.60 17.80
m/z 219.15 19.78%
5000
410 104.0 185.0
0||H‘|"EZ|3J?|“‘|\|‘1||14|.§|.0'i |H|“|l T
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF092218 .M Tue Sep 25 13:11:37 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 15 _.beta.-Humulene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.65 8.26 ng 346576 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Humulene 204 C15H24 000116-04-1 55
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 53
3 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 41
4 Hexahydroindole 123 C8H13N 018159-32-5 35
5 1-Hydroxymethyl-5,8,9-endo-10-ex... 236 C16H280 1000140-32-9 27
Abundance Scan 2646 (17.650 min): BF109261.D (-2641) (-) m/z 135.10 100.00%
2

5000

17.40 17.60 17.80 18.00

0! m/z 107.10 99.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64293: .beta.-Humulene
07.0
41.0
5000 48.0 204.0 LN L B L B
: 17.40 17.60 17.80 18.00
l m/z 218.20  94.64%
o Al I
41T
m/z--> 50 100 150 200 250 300 350 400
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218.0
41.0 91.0 133.0 17.40 17.60 17.80 18.00
5000 175.0 m/z 93.05 92.30%
ol L P
m/z--> 50 100 150 200 250 300 350 400
Abundance #64554: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime... NI e
189.0 17.40 17.60 17.80 18.00
93.0 m/z 205.20 88.82%
41.0
5000 133.0
ol jijﬂ.w,....,.... e
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF092218 .M Tue Sep 25 13:11:38 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 16 Hop-22(29)-en-3.beta.-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.87 11.98 ng 502603 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3_beta.-ol 426 C30H500 058801-23-3 64
2 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 64
3 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 60
4 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 44
5 Cyclopropa[d]naphthalen-2(4aH)-o... 204 C14H200 004677-90-1 44
Abundance Scan 2683 (17.868 min): BF109261.D (-2677) (-) m/z 189.10 100.00%
5000
34.2 2711 3151 426.4 17.60 17.80 18.00 1820
0 J e — m/z 135.10 95.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189.0
95.0
55.0
5000 135.0 LR DA SUNIL SN SR
17.60 17.80 18.00 18.20
m/z 95.10 91.03%
‘ " ‘ | (2.0 297.0  344.0378.0411.0
O L .l.l'......'l....'l'.l'.'.'l.'.'.
m/z--> 50 100 150 200 250 300 350 400
Abundance #66155: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohexe...
107.0
41.0 206.0 III||III|IIII|IIII|IIII
17.60 17.80 18.00 18.20
5000 163.0 m/z 109.05 89 .74%
o '."UE'.‘“.M.‘.“‘........|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance #64554: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dime... L e EMLELELE m i e
189.0 17.60 17.80 18.00 18.20
93.0 m/z 81.10 84 _.57%
41.0
5000 133.0
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20

8270-BF092218 .M Tue Sep 25 13:11:39 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109261.D

Aca On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample : J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 17 unknownl18.07 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.07 7.40 ng 310569 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Diaminophenol 124 C6H8N20 000095-86-3 43
2 2.5-Furandicarboxaldehvde 124 C6H403 000823-82-5 43
3 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 43
4 Orcinol 124 C7H802 000504-15-4 43
5 1H-Pyrazole-4-sulfonamide, N-[(4... 283 C12H14FN302S 1000320-04-7 38
Abundance Scan 2717 (18.068 min): BF109261.D (-2711) (-) m/z 124.10 100.00%
124.1
43.0
5000
2892 4 3704 4123 17.80 18.00 18.20 18.40
(o} m/z 43.05 56.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #10328: 2,4-Diaminophenoal
124.0
5000 L BRI SR BN B
17.80 18.00 18.20 18.40
79.0 m/z 229.15 45_.01%
oLl Llﬂ.l. +r——r—
m/z--> 50 100 150 200 250 300 350 400
Abundance #10324: 2,5-Furandicarboxaldehyde
124.0
17.80 18.00 18.20 18.40
5000 m/z 57.05 30.92%
67.0
L L s L L WL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #10438: 1,4-Benzenediol, 2—methy| LI EL N L L L B
124.0 17.80 18.00 18.20 18.40
m/z 55.05 26 .50%
5000
67.0
27. ‘
o oL e
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092418\
Data File : BF109261.D

Acq On : 24 Sep 2018 12:31

Operator : JU/SJ

Sample - J5025-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .90 2.4 ng 80792 1 6.70 679659 20.0
unknown6 .47 6.47 63.7 ng 2164950 1 6.70 679659 20.0
n-Hexadecanoic acid 11.75 4.0 ng 201831 4 11.21 1005410 20.0
1-Heneicosanol 13.70 9.3 ng 416570 5 13.84 898712 20.0
Sulfurous acid, b... 14.33 2.9 ng 131609 5 13.84 898712 20.0
2-methyloctacosane 14.93 5.1 ng 212986 6 15.24 839130 20.0
Eicosane 15.69 6.0 ng 249675 6 15.24 839130 20.0
1-Pentadecene 15.74 4.2 ng 176234 6 15.24 839130 20.0
Hexacosane 16.15 3.7 ng 155057 6 15.24 839130 20.0
-beta.-Sitosterol 17.14 12.0 ng 504809 6 15.24 839130 20.0
Olean-12-ene 17.33 4.6 ng 192220 6 15.24 839130 20.0
2,5,5,8a-Tetramet... 17.44 2.9 ng 120839 6 15.24 839130 20.0
3-Methoxy-6,7,8,9... 17.56 11.0 ng 461248 6 15.24 839130 20.0
-beta.-Humulene 17.65 8.3 ng 346576 6 15.24 839130 20.0
Hop-22(29)-en-3.b... 17.87 12.0 ng 502603 6 15.24 839130 20.0
unknown18.07 18.07 7.4 ng 310569 6 15.24 839130 20.0
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