LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082819\

Data File : BF116642.D

Aca On : 29 Aug 2019 3:45 Instrument :

Operator : HP/JU E?Afs el
- _ lentosampleld :

3?22'6 : K4086-05 NB-07-082619

ALS Vial : 24 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-BF082819 .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 5.481 572 577 580 rBVY 1124145 1025326 15.29% 3.480%
2 6.492 744 749 758 rBVY 1418870 1347387 20.09% 4_.574%
3 6.633 769 773 776 rBVY 1627722 1318101 19.66% 4_474%
4 6.869 809 813 816 rBV 697236 603219 9.00% 2.048%
5 7.022 835 839 843 rBVY 1273695 1013698 15.12% 3.441%
6 7.422 903 907 910 rBV 940733 757456 11.29% 2.571%
7 8.145 1026 1030 1034 rBV 467436 382305 5.70% 1.298%
8 9.222 1209 1213 1216 rBV 927195 791202 11.80% 2.686%
9 9.833 1312 1317 1322 rVB 92836 87717 1.31% 0.298%
10 9.898 1325 1328 1331 rVB 560845 450059 6.71% 1.528%
11 10.333 1399 1402 1405 rVB 144807 106672 1.59% 0.362%
12 10.557 1434 1440 1445 rBvV 65464 93617 1.40% 0.318%
13 10.680 1457 1461 1465 rBvV 553208 457701 6.83% 1.554%
14 10.780 1474 1478 1480 rBvV 95228 83531 1.25% 0.284%

15 10.804 1480 1482 1488 rVB 175798 194749 2.90% 0.661%

16 11.251 1555 1558 1561 rBV 169407 129355 1.93% 0.439%
17 11.280 1561 1563 1568 rVB 77687 84722 1.26% 0.288%
18 11.380 1576 1580 1583 rBV 480530 395304 5.89% 1.342%
19 11.680 1628 1631 1632 rBV 136184 118135 1.76% 0.401%
20 11.774 1644 1647 1651 rBV 1796940 1605147 23.94% 5.449%

21 11.904 1666 1669 1673 rVB 136409 112321 1.67% 0.381%
22 12.080 1696 1699 1704 rVB 114577 107632 1.60% 0.365%
23 12.463 1760 1764 1766 rBV 2729077 3088209 46.05% 10.483%
24 12.498 1766 1770 1774 rVV 5748598 6706156 100.00% 22.764%
25 12.568 1778 1782 1784 rBV 621681 541717 8.08% 1.839%

26 12.615 1788 1790 1793 rVB 189354 138674 2.07% 0.471%
27 12.839 1826 1828 1834 rVB 92513 85729 1.28% 0.291%
28 12.962 1845 1849 1852 rBV 771303 646054 9.63% 2.193%
29 13.210 1886 1891 1895 rVB2 177063 222821 3.32% 0.756%
30 13.286 1902 1904 1908 rBV 140072 124431 1.86% 0.422%

31 13.862 1998 2002 2005 rBV2 104709 139749 2.08% 0.474%
32 13.957 2013 2018 2019 rBV 213130 208055 3.10% 0.706%
33 14.009 2023 2027 2030 rVvVv 567016 612454 9.13% 2.079%
34 14.098 2039 2042 2045 rBv4 100144 161803 2.41% 0.549%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082819\

Data File : BF116642.D

Aca On : 29 Aug 2019 3:45 Instrument :

Operator : HP/JU EﬁAfs el
- _ lentosampleld :

3?22'6 : K4086-05 NB-07-082619

ALS Vial : 24 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\HPCHEM1\BNA F\METHODS\8270-BF082819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.180 2053 2056 2061 rBV 135643 189919 2.83% 0.645%

36 14.462 2102 2104 2106 rBV3 128817 142150 2.12% 0.483%
37 14.574 2118 2123 2136 rVB4 277023 669992 9.99% 2.274%
38 14.792 2158 2160 2162 rVB 102492 72510 1.08% 0.246%
39 14.845 2167 2169 2171 rBV3 132314 167255 2.49% 0.568%
40 15.033 2198 2201 2202 rBV2 146056 190668 2.84% 0.647%

41 15.374 2257 2259 2266 rBV6 105364 186590 2.78% 0.633%
42 15.480 2273 2277 2279 rBV2 386274 460985 6.87% 1.565%
43 15.815 2330 2334 2335 rBV3 150774 186789 2.79% 0.634%
44 15.945 2353 2356 2362 rBY 112084 157919 2.35% 0.536%
45 16.003 2364 2366 2373 rVB4 149668 197766 2.95% 0.671%

46 16.127 2384 2387 2388 rBV2 135798 170025 2.54% 0.577%
47 16.445 2440 2441 2447 rVB2 142551 158696 2.37% 0.539%
48 16.509 2450 2452 2459 rVB5 129048 204161 3.04% 0.693%
49 16.656 2475 2477 2481 rBV4 97658 175725 2.62% 0.597%
50 17.145 2558 2560 2564 rVB3 98377 82270 1.23% 0.279%

51 17.203 2564 2570 2577 rBV9 151102 494004 7.37% 1.677%
52 17.274 2577 2582 2595 rVB7 192886 656778 9.79% 2.229%
53 17.398 2601 2603 2607 rBv4 126581 243279 3.63% 0.826%
54 17.921 2688 2692 2701 rBV9 152818 534992 7.98% 1.816%
55 18.039 2709 2712 2716 rBV5 105111 175609 2.62% 0.596%

Sum of corrected areas: 29459290
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082819\
: BF116642.D

: 29 Aug 2019  3:45

: HP/JU

: K4086-05

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF082819_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF116642.D

7.42

0
Time-->

4.50 5.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF116642.D

12|

11.77

9.90 10.68

11.38

16

g§$ 10.33 10 sl

1% 11.6811.902.08

12.96

2.57

0
Time-->

10.00

9.50 10.50 11.00 11.50 12.00 12

.50

I
13.00

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF116642.D

Time-->

™1
13.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.63 Concentration Rank 4

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

6.63 43.70 ng 1318100 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF116642.D (-769) (-) m/z 132.00 100.00%
5000 68
[rerryrrrTyT T T T T T T
40 ‘ J 6.20 6.40 6.60 6.80 7.00
oLl -'|7.7,?.7.!,]1P“?..,. e | M/Z  68.10 44.57%
m/z--> 40 60 100 120 140 160 180
Abundance #14142. 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 A LRI LN IR
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 30.40%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 28.53%
0 I | PPN [ IIﬂQ7 ‘ ol 198 ..,.1??.
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene T R B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17 .55%
5000
63 81
0 3\1 59 1 \\‘ 1 72\ ‘\ \92 10\]-\ 112 |
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.80 9.85 ng 194749 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1481 (10.798 min): BF116642.D (-1480) (-) m/z 57.00 100.00%
57
5000 4 85
113 10.40 10.60 10.80 11.00 11.20
151 169
N N A 133 201 m/z 43.00 81.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane
57
5000 AR BRI DA B B
85 10140 10,60 10.80 11.00 11.20
4 m/z 71.05 75.14%
018 J iy oy 18 141 169 107 226
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360
Abundance #59880: Tetradecane
57
10,40 10.60 10.80 11.00 11.20
5000 A 85 m/z 85.05 50.15%
0 15 \’ | |\ | R | 113 n 141 169 198
m/z--> 25 Jo éo 85 160 150 140 160 180 200 220 240 2éo 280 360
Abundance #152416: Tridecane, 1-iodo- T T
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 44 .10%
5000 85
4
183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10 60 10 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 81.21 ng 1605150 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 86
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 86
Abundance Scan 1646 (11.768 min): BF116642.D (-1644) (-) m/z 74.00 100.00%
7
5000
43
! 8 e7171185199013227241 270 11.40 1160 11.80 12.00
o} m/z 87.00 70.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methyl ester
7
5000 AR UL SN UL B
43 1140 11.60 11.80 12.00
7 143 027 m/z 43.10 34.10%
0 15 2|9 .|| Tlh |.| |I o 11512|9 | 157171185199213 | Zﬂl 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester
4
11.40 11.60 11.80 12.00
5000 m/z 55.00 27 .32%
43
29 7
0 ‘MNA‘meWWmmmmM 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95861: Methyl tetradecanoate
74 11.40 11.60 11.80 12.00
m/z 41.00 27 .12%
5000
43
29
m/z--> 20 Jo éo 85 100 120 150 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.46 156.25 ng 3088210 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
Abundance Scan 1764 (12.463 min): BF116642.D (-1760) (-) m/z 67.00 100.00%

[e)]

41
5000

7 81
109

150164 12.20 12.40 12.60 12.80
178 220 263 204
ol 192206220234 m/z 81.00 83.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-

41 67

81

12.20 12.40 12.60 12.80
m/z 55.00 60.56%

5000

0!

6

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
7

81

12.20 12.40 12.60 12.80
m/z 95.05 54 .96%

5000

109 294
150 263
N 1641781 92506220234
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- RN B RERRE S
41 6/7 12. 20 12. 40 12. 60 12. 80
81 m/z 41.00 52.23%
5000 95
109 294
123
o ‘ L L e rei0z062200s 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.50 339.29 ng 6706160 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 1770 (12.498 min): BF116642.D (-1766) (-) m/z 55.00 100.00%

69

5000

12.20 12.40 12.60 12.80
m/z 69.10 75.38%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

69

5000 LIS L L L L L L L LB LB
12.20 12.40 12.60 12.80
m/z 41.05 66.53%
169141 166180
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
56
69 LIS L L L L L L L LB
12.20 12.40 12.60 12.80
5000 m/z 74.00 65.93%
29
0 ,.H..‘,‘r..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester R s B
56 12.20 12.40 12.60 12.80
69 m/z 83.10 60.83%
5000
0 L L o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.57 27.41 ng 541717 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
Abundance Scan 1782 (12.568 min): BF116642.D (-1778) (-) m/z 73.95 100.00%
74
5000
43
9 12.20 12.40 12.60 12.80
o} m/z 87.00 78.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000 UV BRI UGS
143 - 298 1220 12.40 12.60 12.80
\ 199 m/z 43.10 32.59%
9
0...,”..,”.E,Hh||“.}ﬂ.%%?.ﬁ.,.”. i L..I”J.%%?.'”.! %qu.u.ﬂ”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95861: Methyl tetradecanoate
74
12.20 12.40 12.60 12.80
5000 m/z 55.00 28.17%
43
143
. LB L 199914 202
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester T T
74 12,20 12.40 12.60 12.80
m/z 41.05 23.98%
5000
28 43
‘ 143 255 298
101 199
RN o= W -~ P2 N PO | PO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Methyl 18-methylnonadecanoate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .57 21.88 ng 669992 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 18-methvInonadecanoate 326 C21H4202 1000352-20-6 93
2 Tetracosanoic acid. methvl ester 382 C25H5002 002442-49-1 93
3 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 91
4 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 90
5 Tricosanoic acid, methyl ester 368 C24H4802 002433-97-8 87
Abundance Scan 2122 (14.568 min): BF116642.D (-2118) (-) m/z 73.95 100.00%
74
5000 43
143
165 199 267 302 339 14.20 14.40 14.60 14.80
0 2278 22 w/z 87.00  77.22%
m/z--> 50 100 150 200 250 300 350
Abundance #166215: Methyl 18-methylnonadecanoate
74
5000 43
14.20 14.40 14.60 14.80
143 326 m/z 43.05 48.88%
NEL .L. dog | 171 199 227 255
m/z--> 50 100 150 260 2%0 300 350
Abundance #203672: Tetracosanoic acid, methyl ester
74
14.20 14.40 14.60 14.80
5000 43 m/z 57.10 41 .35%
97 143 382
oL oi ,‘x. Wy gz | 71190 om 288 au1 39 |
m/z--> 50 100 150 200 250 300 350
Abundance #177157: Heneicosanoic acid, methyl ester A BT o e
74 14.20 14.40 14.60 14.80
m/z 55.10 37 .32%
43
5000
‘ ‘ 143
ol |y I \ 171 199219241 269 29731734O
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\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl15.03 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.03 8.27 ng 190668 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-8-Methvl-9-tetradecen-1-ol ace... 268 C17H3202 1000130-81-4 44
2 Eraost-22-en-3-ol. (3.beta..5.al... 400 C28H480 036422-25-0 25
3 E-11-Methvl-12-tetradecen-1-ol a... 268 C17H3202 1000130-80-7 20
4 5-Nitrothiophene-2-carboxvlic ac... 369 C19H31NO4S 1000253-28-2 14
5 4,8-Dimethyl-4Z,8E-tetracosadienal 376 C26H480 116206-69-0 14
Abundance Scan 2200 (15.027 min): BF116642.D (-2198) (-) m/z 69.10 100.00%
430 9
5000
119, . . 193 267
247 L S B I U
90 554 360382401 14.80 15.00 15.20 15.40
0 m/z 55.00 99.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117492: E-8-Methyl-9-tetradecen-1-ol acetate
43
5000 71 UL SURLILE SO SR SUM
97 14.80 15.00 15.20 15.40
123 m/z 57.00 95.01%
153 193 225 268
ok I .1-‘.73."“.1".Iuluul‘.luuu|----|----|-
m/z--> 50 100 150 200 250 300 350 400
Abundance #212412: Ergost-22-en-3-ol, (3.beta.,5.alpha.,22E,24R)-

14.80 15.00 15.20 15.40
m/z 95.10 90.16%

5000
300 339 400
0 o). Py |
m/z--> 50 100 150 200 250 300 350 400
Abundance #117502: E-11-Methyl-12-tetradecen-1-ol acetate e RARREEE RS
43 14.80 15.00 15.20 15.40
95 m/z 81.10 82.10%
69
5000
123 193
268
R s R
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pyridine-3-carboxamide, oxi... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.37 8.10 ng 186590 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pvridine-3-carboxamide. oxime. N... 281 C13H10F3N30 288246-53-7 91
2 Titanium tetrachloride 188 Cl4Ti 007550-45-0 38
3 _.beta.-D-Fructopvranose. 2.3:4.5... 260 C12H2006 020880-92-6 27
4 Benzonitrile. 2-fluoro-4-(4°-pro... 327 C22H30FN 093743-04-5 22
5 Cyclopropane, 1-(2,2-dichloroeth... 286 C13H16CI2N20 1000265-50-0 15

Abundance Scan 2258 (15.368 min): BF116642.D (-2257) (-) m/z 69.05 100.00%
5000
207
291316 360 LN I N O B
336 381 412 15.00 15.20 15.40 15.60
0 m/z 55.10 91.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127989: Pyridine-3-carboxamide, oxime, N-(2-trifluorometh. ..
69 244
5000 LA L L L L L LB L
15.00 15.20 15.40 15.60
a9 m/z 71.05 76.00%
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #52196: Titanium tetrachloride
35 8 153
A BT o e
118 15.00 15.20 15.40 15.60
5000 190 m/z 81.00 70.24%
‘ 59 \ |
ol p b o W e
m/z--> 50 100 150 200 250 300 350 400
Abundance #110350: .beta.-D-Fructopyranose, 2,3:4,5-bis-O-(1-methyle... A BT o e
69 15.00 15.20 15.40 15.60
m/z 43.05 70.21%
5000 127 245
171
7
(I —T W} ,J..-.... e — N —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60

8270-BF082819.M Thu Aug 29 19:41:34 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.82 8.10 ng 186789 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 59
2 Nonadecane 268 C19H40 000629-92-5 53
3 Heptacosane 380 C27H56 000593-49-7 53
4 1-Heptadec-1-vnvl-cvclopentanol 320 C22H400 1000296-51-4 52
5 D-Homoandrostane, (6.alpha.,13.a... 274 C20H34 054482-31-4 46

Abundance Scan 2335 (15.821 min): BF116642.D (-2330) (-) m/z 57.10 100.00%

57

81 109

5000
245 569 295517338 362 400 15.60 15.80 16.00 16.20
o m/z 43.10 81.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 a5 e

15.60 15.80 16.00 16.20
m/z 55.00 81.07%

ol i d113 141 169 197 225 253 281 309 338
L e e

m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57
R e e R
85 15.60 15.80 16.00 16.20
5000 m/z 71.10  74.00%
29
Ll A113 141 169 197 268
o I A L —
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane N B B !
57 15.60 15.80 16.00 16.20
m/z 81.00 65.73%
5000 85
29 113 141
ol L | 77,148 169 197 225 253 281 309 337 380
A A e e s e e R Ra s A
m/z--> 50 100 150 200 250 300 350 400 15. 60 15. 80 16. OO 16. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl16.00 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.00 8.58 ng 197766 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane carboxamide. 2-cvcl... 207 C13H21NO 331416-19-4 43
2 Resorcinol. 4-T(2-hvdroxv-3-pvri... 231 C11H9N303 021269-87-4 38
3 4.5-Secocholest-6-en-4-o0ic acid.... 416 C27H4403 1000251-05-5 30
4 Cvcloartanol 428 C30H520 004657-58-3 30
5 2-Furancarboxamide, N-(3-nitroph... 232 C11H8N204 1000307-04-1 27
Abundance Scan 2365 (15.998 min): BF116642.D (-2364) (-) m/z 55.00 100.00%
55
81
5000
255 283 311 15.60 15.80 16.00 16.20 16.40
0 m/z 81.00 75.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66968: Cyclopropane carboxamide, 2-cyclopropyl-2-methyl-N...
41 g9
5000 LRI SRR SRR N B
15.60 15.80 16.00 16.20 16.40
m/z 57.05 74 .99%

207
124 150 178

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #86590: Resorcinol, 4-[(2-hydroxy-3-pyridyl)azo]-
109 231
s N M e
137 15.60 15.80 16.00 16.20 16.40
5000 a1 m/z 83.10 74.22%
53
202
m/z--> 50 100 150 200 250 300 350 400
Abundance #218041: 4,5-Secocholest-6-en-4-oic acid, 5-0xo- A B o
55 15.60 15.80 16.00 16.20 16.40
m/z 43.00 73.27%
81
5000 123 231
163
189 370 416
o......u,‘*u?.ﬂr.“?....,2%1...\,.27?2.9?...3?%....,.1..
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20 16.40

8270-BF082819.M Thu Aug 29 19:41:35 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl16.13 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.13 7.38 ng 170025 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Homoandrostane. (5.alpha..13.a... 274 C20H34 054482-31-4 38
2 17-(1.5-Dimethvl-hexvI1)-4.4.9.13... 428 C30H520 1000187-63-0 30
3 1-Chlorobenzene. 4-(2-hvdroxvben... 231 C13H10CINO 1000221-93-4 25
4 1-Naphthalenepropanol. .alpha.-e... 308 C20H3602 1000029-38-3 22
5 Cyclohexanecarboxamide, N-furfuryl- 207 C12H17NO2 006341-32-8 20
Abundance Scan 2388 (16.133 min): BF116642.D (-2384) (-) m/z 231.10 100.00%
281
43
81
5000 123
175 207 e
49 259 290 541 365 399 45, 15.80 16.00 16.20 16.40
0 m/z 43.10 67.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122979: D-Homoandrostane, (5.alpha.,13.alpha.)-
5 95 259
5000 U SR B UM B
21 149 217 15. 80 16. oo 16. 20 16 40 '
177 m/z 57.10 66.25%
ob—— -
m/z--> 50 100 150 200 250 300 350 400
Abundance #221814: 17-(1,5-Dimethyl-hexyl)-4,4,9,13,14-pentamethyhe. ..
ile] 95

69

428 15.80 16.00 16.20 16.40
m/z 55.00 62.72%

5000

343 372 399

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #86714: 1-Chlorobenzene, 4-(2-hydroxybenzylidenamino)- e EREmEmEE T
231 15.80 16.00 16.20 16.40
m/z 81.10 58.14%
5000
5 75 111
\ 138 167 196
0b— Wi .“ A S
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl6.51 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.51 8.86 ng 204161 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-T1-(2-11.31Dithian-2-vl-ethvl)... 316 C16H2802S2 1000194-86-3 43
2 2-Acetvl-3-(1-methvl-2-pvrrolvI) ... 231 C13H13NO3 1000326-75-5 38
3 4-tert-pentvlphenol. trifluoroac... 260 C13H15F302 1000376-41-0 38
4 4-Amino-2-methvl- 6 7.8.9-tetrahy... 231 C12H13N302 1000300-20-0 38
5 1-Chlorobenzene, 4-(2-hydroxyben... 231 C13H10CINO 1000221-93-4 38
Abundance Scan 2452 (16.509 min): BF116642.D (-2450) (-) m/z 231.10 100.00%
69 231
a1 109
5000
161 189
3 e
264287 322 99378 413 16:20 16.40 16.60 16.80
ol il m/z 69.05 86.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157866: 2-[1-(2-[1,3]Dithian-2-yl-ethyl)-pent-4-enyloxy]-...
31
57
5000 132 USRS
16.20 16.40 16.60 16.80
29 m/z 83.10 58.96%
107 316
o by 172196 | | 269
m/z--> 50 100 150 200 250 300 350 400
Abundance #86738: 2-Acetyl-3-(1-methyl-2-pyrrolyl)-1,4-benzenediol
231
16.20 16.40 16.60 16.80
5000 m/z 109.05 56.61%
200
42 77 130 l
o) Inx}llq4h 1§Q\mlm ” T
m/z--> 50 100 150 200 250 300 350 400
Abundance #110445: 4-tert-pentylphenol, trifluoroacetate ester e A RERREEEEE
231 16.20 16.40 16.60 16.80
m/z 41.00 54 _.29%
5000
203
41 69 91 ;¢
oL I\\\‘k\ “LL..:!-4|7.]:7.5.|....2(?0... T RN ERRER T
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Hexacosene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.66 7.62 ng 175725 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Erucic acid 338 C22H4202 000112-86-7 64
2 1-Hexacosene 364 C26H52 018835-33-1 50
4-(1.1-Dimethvl-propvI1)-2.6-bis-... 356 C21H240S2 1000300-29-4 47
4 DimethvImalonic acid. 4-acetvlph... 474 C29H4605 1000363-70-9 38
5 9-Hexacosene 364 C26H52 071502-22-2 38
Abundance Scan 2478 (16.662 min): BF116642.D (-2475) (-) m/z 57.05 100.00%
57
97
5000
1640 16.60 16.80 17.00
0! m/z 55.10 82.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175493: Erucic acid
5000 LN B BRI SULR U
16. 40 16 60 16.80 17.00
29 m/z 97.05 65.39%
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #193365: 1-Hexacosene
57 o
' 16.40 16.60 16.80 17.00
5000 m/z 85.05 62.85%
29 125 - 364
0 \’ ) | | I | .\t Jt h Jl§lAzqg 237 278 307 336
m/z--> §0 160 1%0 260 250 300 350 460
Abundance #187925: 4-(1,1-Dimethyl-propyl)-2,6-bis-thiophen-2-ylmeth... L  RRRRs Bam s
97 16.40 16.60 16.80 17.00
43 m/z 83.10 56.95%
71
5000
121
151 285 356
189 230 328
Olll‘lll\.‘LLlle WHL LIHM]\\L ||"!|25L|7||J'| ||L|||||||||||| e AR am s
m/z--> 50 100 150 200 250 300 350 400 1640 1660 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (1R,2S,8R,8Ar)-8-acetoxy-1-... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.20 21.43 ng 494004 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (1R.2S.8R.8Ar)-8-acetoxv-1-(2-hv... 296 C18H3203 1000298-98-4 87
2 Phenanthrene. 2-dodecvltetradeca... 360 C26H48 055334-22-0 50
3 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 46
4 (1R.2R.8S.8Ar)-8-hvdroxv-1-(2-hv... 254 C16H3002 1000298-98-6 30

5 Thioctic acid 206 C8H1402S2 001077-28-7 30
Abundance Scan 2569 (17.198 min): BF116642.D (-2564) (-) m/z 95.10 100.00%
191
50001 43
220245 LI I B I B B N B B N B B B
270 303326 354 389411 16.80 17.00 17.20 17.40 17.60
o m/z 69.10 92.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141207: (1R,2S,8R,8Ar)-8-acetoxy-1-(2-hydroxyethyl)-1,2,5...
55 81 191
109
5000 | NI LI L L LB LB L
149 236 16.80 17.00 17.20 17.40 17.60
m/z 191.10 88.26%
| l \ 279
oL e
m/z--> 50 100 150 200 250 300 350 400
Abundance #190940: Phenanthrene, 2-dodecyltetradecahydro-
43 °
67 s N M e
191 16.80 17.00 17.20 17.40 17.60
5000 m/z 55.00 85.17%
360
135
249
o il { 163 | 221, | 27850 331
- I T T I L T I LI B I T 1T T I T 11 T I T T T I T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #190938: Anthracene, 9-dodecyltetradecahydro- L A
191 16.80 17.00 17.20 17.40 17.60
95 m/z 81.05 81.45%
5000{ 43
67
135
ol h 4 Ji J\ | 163 | 211236 264 303 330 3%
A e . o A
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40 17.60

8270-BF082819.M Thu Aug 29 19:41:44 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.27 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.27 28.49 ng 656778 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 49
2 2-Pentenoic acid. 5-(decahvdro-5... 304 C20H3202 024470-48-2 46
3 Oxirane. 2.2-dimethvl-3-(3.7.12.... 426 C30H500 007200-26-2 46
4 Ambreinolide(cis-A/B) 264 C17H2802 1000215-78-1 43
5 2-Methyl-3-(3-methyl-but-2-enyl)... 222 C15H260 1000144-10-2 41
Abundance Scan 2581 (17.268 min): BF116642.D (-2577) (-) m/z 95.05 100.00%

5000

456 17.00 17.20 17.40 17.60
m/z 69.10 91.83%

270 310333 368 411

0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215935: Squalene

17.00 17.20 17.40 17.60
149 m/z 55.05  87.54%

177
203 231 557 0g5 341367 410

5000

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #148268: 2-Pentenoic acid, 5-(decahydro-5,5,8a-trimethyl-2...

17.00 17.20 17.40 17.60
m/z 81.00 78.77%

5000

0!
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #221232: Oxirane, 2,2-dimethyl-3-(3,7,12,16,20-pentamethyl... AR EEEEE RS
69 17.00 17.20 17.40 17.60
m/z 43.10 70.98%
so0| 43
135
ol il 161 203231 271 299325 357383 426
el R
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 unknownl7.40 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.40 10.55 ng 243279 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Dibenzolb.dlpvran-1.8-diol. 3... 358 C23H3403 052493-15-9 10
2 2H-Pvrrol-2-one. 4-acetvl-1-(2-b... 323 C14H14BrNO3 1000350-70-5 10
3 Diethvlmalonic acid. 2.2.3.3.4.4... 384 C14H19F704 1000368-42-7 9
4 Ethanethioic acid. S-(pentachlor... 322 C8H3CI50S 080304-12-7 7
5 Molybdenyl acetylacetonate 328 C10H14Mo006 017524-05-9 2
Abundance Scan 2603 (17.398 min): BF116642.D (-2601) (-) m/z 69.05 100.00%
4 69
207
5000 % s
179
245
284 325 B B B o B e e e T
b 3% 388 422 | 1700 17120 17.40 17.60 17.80
0 pile m/z 57.00 90.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #189578: 6H-Dibenzo[b,d]pyran-1,8-diol, 3-(1,1-dimethylpen...
57
5000 UL SRR DML S B

17. OO 17. 20 17. 40 17.60 17.80

g1 302:325 m/z 43.05 90.55%
123 221 259 358
0 ..z?ﬂ, n#*n"ﬁh:'r.q}é?%§7, 28 J..L A
m/z--> 50 100 150 200 250 300 350 400
Abundance #163164: 2H-Pyrrol-2-one, 4-acetyl-1-(2-bromoethyl)-1,5-di...
43
R B R ARama
131 17.00 17.20 17.40 17.60 17.80
5000 281 m/z 55.00 85.97%
173
77 103 323
243
ob— IJ!HL n\l “H ki 152 ‘l 202 ; I\.IHI .302. .H. e
m/z--> 50 100 150 200 250 300 350 400
Abundance #204118: Diethylmalonic acid, 2,2,3,3,4,4,4-heptafluorobuit... A B o
43 69 17.00 17.20 17.40 17.60 17.80
m/z 81.00 71.26%
5000 283
115 227
325
¥ Wk N
NELTRIN ‘9 {0 I S I s Y I P O A e
m/z--> 5 150 200 250 300 350 400 17. OO 17. 20 17. 40 17. 60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Taraxasterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.92 23.21 ng 534992 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine-3-carboxamide. oxime. N... 281 C13H10F3N30 288246-53-7 93
2 Taraxasterol 426 C30H500 001059-14-9 55
3 Oxiranedodecanoic acid. 3-octvl-... 354 C22H4203 003420-36-8 53
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 52
5 2-Methyl-7-nonadecene 280 C20H40 219750-68-2 46

Abundance Scan 2692 (17.921 min): BF116642.D (-2688) (-) m/z 57.00 100.00%

5000
318 LINLI LU O N N O
344368 400 426 454 17.60 17.80 18.00 18.20
0 m/z 55.00 99.57%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #127989: Pyridine-3-carboxamide, oxime, N-(2-trifluorometh...
69 244
281
5000 LA L L L L L B LB |
17.60 17.80 18.00 18.20
m/z 69.05 84.51%
(U
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #221178: Taraxasterol

17.60 17.80 18.00 18.20
m/z 43.00 80.42%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186877: Oxiranedodecanoic acid, 3-octyl-, cis- R Al BA e
5 | 83 17.60 17.80 18.00 18.20

m/z 83.10 69 .54%

5000
29

17.60 17. 80 18. OO 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082819\
Data File : BF116642.D

Aca On : 29 Aug 2019 3:45

Operator : HP/JU

Sample - K4086-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 unknownl18.04 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.04 7.62 ng 175609 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.alpha.-Carboethoxymethvl-17.be... 390 C24H3804 071017-11-3 44
2 2-Furancarboxamide. N-T1-T(2.4-d... 349 C16H13CI2N302 1000350-40-2 38
3 Octane-1.8-diamine. N.N"-bis(2-f... 332 C18H24N204 300717-17-3 30
4 5_.alpha.-Androstan-3.beta.-ol. 4... 346 C23H3802 007761-08-2 30
5 Propanoic acid, 2-[(3-acetylphen... 398 C18H17F3N205 1000362-44-6 27
Abundance Scan 2712 (18.039 min): BF116642.D (-2709) (-) m/z 69.10 100.00%
69 95
43 207
5000 125
161
31 281 30g_ 390 o
1y |1 sl 256 8 | 370 398 1780 18,00 18.20 18.40
0 m/z 57.00 87.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207822: 1.alpha.-Carboethoxymethyl-17.beta.-hydroxy-17.al...
ile]

5000

17.80 18.00 18.20 18.40
m/z 55.00 83.16%
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m/z--> 50 100 150 200 250 300 350 400
Abundance #183148: 2-Furancarboxamide, N-[1-[(2,4-dichlorophenyl)met...
9%
e
17.80 18.00 18.20 18.40
5000 m/z 83.05 81.57%
39 159
67 314
bl 1B e caceg 28 7 %2
7
m/z--> 50 100 150 200 250 300 350 400
Abundance #170714: Octane-1,8-diamine, N,N-bis(2-furoyl)- R EEEES
9% 17.80 18.00 18.20 18.40
m/z 95.00 80.79%
5000
124
7 \ 48 208
PO O 0 AN SN )
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\BF082819\

Data File : BF116642.D

Acq On : 29 Aug 2019 3:45 Instrument :

Operator : HP/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : K4086-05 NB-07-082619

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082819._M
Quant Title : 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]
unknown6.63 6.63 43.7 ng 1318100 1 6.87 603219 20.0
Hexadecane 10.80 9.8 ng 194749 4 11.38 395304 20.0
Hexadecanoic acid... 11.77 81.2 ng 1605150 4 11.38 395304 20.0
9,12-Octadecadien... 12.46 156.3 ng 3088210 4 11.38 395304 20.0
11-Octadecenoic a... 12.50 339.3 ng 6706160 4 11.38 395304 20.0
Methyl stearate 12.57 27.4 ng 541717 4 11.38 395304 20.0
Methyl 18-methyln... 14.57 21.9 ng 669992 5 14.01 612454 20.0
unknown15.03 15.03 8.3 ng 190668 6 15.47 460985 20.0
Pyridine-3-carbox... 15.37 8.1 ng 186590 6 15.47 460985 20.0
Tetracosane 15.82 8.1 ng 186789 6 15.47 460985 20.0
unknown16.00 16.00 8.6 ng 197766 6 15.47 460985 20.0
unknownl16.13 16.13 7.4 ng 170025 6 15.47 460985 20.0
unknownl16.51 16.51 8.9 ng 204161 6 15.47 460985 20.0
1-Hexacosene 16.66 7.6 ng 175725 6 15.47 460985 20.0
(1R,2S,8R,8Ar)-8-... 17.20 21.4 ng 494004 6 15.47 460985 20.0
unknownl7.27 17.27 28.5 ng 656778 6 15.47 460985 20.0
unknownl17 .40 17.40 10.6 ng 243279 6 15.47 460985 20.0
Taraxasterol 17.92 23.2 ng 534992 6 15.47 460985 20.0
unknownl18.04 18.04 7.6 ng 175609 6 15.47 460985 20.0
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