LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113577.D
Acq On > 4 Apr 2019 8:12 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.204 185 190 199 rBV2 9127 21601 1.04% 0.103%
2 4.204 355 360 368 rBY 970752 1247561 59.98% 5.959%
3 4._863 467 472 486 rBV 995228 1150326 55.30% 5.495%
4 5.298 543 546 574 rBV 1139899 1266728 60.90% 6.051%
5 6.334 718 722 739 rBV 1588439 1582781 76.09% 7 .560%
6 6.457 739 743 754 rVB 1655330 1446390 69.54% 6.909%
7 6.686 778 782 791 rBVY 708551 599018 28.80% 2.861%
8 6.757 791 794 803 rVB 19266 23328 1.12% 0.111%
9 6.839 805 808 825 rVvB 1475419 1363309 65.54% 6.512%
10 7.245 874 877 889 rBV 946571 966611 46.47% 4.617%
11 7.334 889 892 898 rvB 59690 59525 2.86% 0.284%
12 7.463 911 914 918 rVB 32958 27718 1.33% 0.132%
13 7.504 918 921 926 rBvV 28227 27728 1.33% 0.132%

14 7.969 996 1000 1006 rBV 765963 672788 32.34% 3.214%
15 9.045 1179 1183 1195 rBV 2133283 1805193 86.79% 8.623%

16 9.445 1247 1251 1255 rBV 61719 61467 2.96% 0.294%
17 9.722 1294 1298 1312 rVB2 815712 702177 33.76% 3.354%
18 10.510 1429 1432 1444 rBV 498381 514261 24.72% 2.456%

19 10.633 1450 1453 1460 rVB3 23416 36738 1.77% 0.175%
20 10.727 1466 1469 1473 rBV 52852 44548 2.14% 0.213%
21 11.204 1547 1550 1553 rBV 852660 751004 36.10% 3.587%
22 11.269 1558 1561 1568 rVB3 16103 27657 1.33% 0.132%
23 11.510 1599 1602 1606 rVB 25725 25369 1.22% 0.121%
24 11.745 1638 1642 1644 rBvV4 15928 24304 1.17% 0.116%
25 11.916 1668 1671 1674 rVB 36196 29738 1.43% 0.142%
26 12.039 1690 1692 1696 rBV5 16279 21972 1.06% 0.105%
27 12.257 1727 1729 1732 rBV3 20132 26772 1.29% 0.128%
28 12.304 1734 1737 1740 rVB 52534 50630 2.43% 0.242%
29 12.416 1753 1756 1759 rBV 63575 69846 3.36% 0.334%
30 12.645 1792 1795 1797 rBV2 63151 57718 2.77% 0.276%
31 12.674 1797 1800 1802 rVV 58254 49477 2.38% 0.236%
32 12.792 1815 1820 1823 rBV 2066522 2080063 100.00% 9.936%
33 13.027 1858 1860 1863 rVB 74888 56806 2.73% 0.271%
34 13.368 1916 1918 1921 rVB 106177 90666 4_36% 0.433%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.698 1971 1974 1984 rVB 227874 335343 16.12% 1.602%

36 13.845 1993 1999 2002 rBV2 733581 924695 44.46% 4.417%
37 14.010 2025 2027 2030 rBV 128915 121521 5.84% 0.580%
38 14.315 2077 2079 2083 rBV 161588 138807 6.67% 0.663%
39 14.610 2127 2129 2133 rBV 201885 229765 11.05% 1.098%
40 14.680 2138 2141 2145 rVB 186006 197991 9.52% 0.946%

41 14.927 2180 2183 2186 rVB 205973 227320 10.93% 1.086%
42 15.257 2236 2239 2246 rVB2 453159 713019 34.28% 3.406%

43 16.068 2373 2377 2385 rBV3 283607 723482 34.78% 3.456%
44 16.292 2412 2415 2423 rVB 221775 341170 16.40% 1.630%

Sum of corrected areas: 20934931
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF113577.D

2000000

6.33%°

1500000 6.84

5.30

1000000 4.20 4.86 7.25

500000

ot e e N

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: BF113577.D

2000000

1500000

1000000
11.20
7.97 9.72

500000 10.51

13.03

| 9% 104373 97 11.51 11.71132041%
or—r———_—— A T

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: BF113577.D

2000000

1500000

13.84 15.26

1000000

146%g 14.93

14.32
13.70|| 14.01 16.29

500000,

o

R 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\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.20 41_.65 ng 1247560 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 359 (4.198 min): BF113577.D (-355) (-) m/z 83.00 100.00%

55 83
5000 43 o8

37| 49, | 380 400 420 440 460
0'"|"''|'"'|""iI"''?""'|""|""|"---|----‘|---- m/z 55.00 94 .26%

61 67 77
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 | BLJNLLINLN LI L L L LB LB L
29 98 3.80 4.00 420 4.40 4.60

m/z 43.00 39.57%

o “ 37“‘ 49, 61 67 77 | 89 ‘
T e o e B o o A N e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance

83

55 3.80 4.00 420 4.40 4.60
5000 43 m/z 98.00 36.45%
98
29
0 23 37 49 63 69 77 91
MMM ¥ U BEMEA. L P S 0 RO MO PMSE R LSRN V.
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- S EEEmmma e
5 83 380 4.00 4.20 4.40 4.60

m/z 39.00 27 .42%

41
5000 27 o8
15 ‘ 69
0 ‘ m‘ 34 I 49\“\‘ 63 \‘\ 77‘ 91 .
LA L L B B

m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 420 4.40 4.60

8270-BF040319.M Thu Apr 04 15:03:20 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._86 38.41 ng 1150330 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 471 (4.857 min): BF113577.D (-467) (-) m/z 42.95 100.00%
43
59
5000
1o 460 480 500 520
0 ..,....,....,....','::..?.1.:!,...‘??....f.‘?..,...:,|....,....,....,....,...., m/z 59.00 57.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- A\
43
5000 R N LA L B
4.60 4.80 5.00 5.20
59 m/z 101.00 18.52%
27 ‘ g3 o, 101
0 "v"'l“'“ﬂ'?ﬁuw‘“?}"w"q?v"'|'“'?}'”|t"'v"'|“"|"“|"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 41 m/z 58.00 14 .52%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy-
59 4.60 4.80 5.00 5.20
31 m/z 41.00 9.22%
5000 41 Ak
73
0 15 ‘\H 51|, 87 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.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 unknown6.46 Concentration Rank 1

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

6.46 48.29 ng 1446390 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 743 (6.457 min): BF113577.D (-739) (-) m/z 132.00 100.00%
32
5000 68
40 | 6 ‘ 620 6.40 6.60 6.80
54 75 104 . . . .
o R 1 ??...' B A M - N m/z 68.00 41.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentena
132
5000 67 S AR RS AR R
a1 97 6.20 6.40 6.60 6.80
53 17 m/z 134.00 33.28%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 620 6.40 6.60 6.80
5000 m/z 66.00 26.12%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 L
Abundance #14491: 5-Aminoindole LA LA L N L L BB

132 6.20 6.40 6.60 6.80
m/z 69.00 15.93%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.70 7.25 ng 335343 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 83
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 81
Abundance Scan 1974 (13.698 min): BF113577.D (-1971) (-) m/z 57.00 100.00%
57
5000
141 230 13.40 13.60 13.80 14.00
0I3 e 166183201 248 272 293311 334 n/z 43.00 76 _19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129491: Eicosane
57
5000 85 LR AR BRI B SR
29 13. 40 13. 60 13. 80 14. oo
m/z 71.00 60.54%
0 J | I L 282
m/z--> 2'0 4'0 60 8|O 100 120 140 1('30 180 200 220 240 260 280 3(')0 32'0 '
Abundance
43
o 13.40 13.60 13.80 14.00
5000 m/z 85.00 45_.81%

97
125 168 197 231 261

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141425: Heneicosane R R R
57 13.40 13.60 13.80 14.00
m/z 55.00 39.21%
5000 85
29
ol12 | ‘ | M 141 160 197 205 253 206
e e e e e e e B REE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.01 2.63 ng 121521 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2027 (14.010 min): BF113577.D (-2025) (-) m/z 57.00 100.00%
57
5000 85
113 13.60 13.80 14.00 14.20 14.40
141 168
ol 3 [T M 188 a0 244060 294 321 356 s OG0 60 070
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LRI IR SRR SUNIL I
13.60 13.80 14.00 14.20 14.40
m/z 43.00 59.47%
29 113
0 \‘ “\ h H\ i h‘ \1 | 1?1 \169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.60 13.80 14.00 14.20 14.40
5000 85 m/z 85.00 47 .19%
0 13 941 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane A EEE TS
57 13.60 13.80 14.00 14.20 14.40
m/z 41.00 19.03%
5000 85
29
0 \‘ ) | J‘ 1 |‘ 1:1[3 ‘\ 1‘}1 ‘169 197 225 2§8
m/z--> 50 100 150 200 250 300 350 1360 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .32 3.00 ng 138807 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2080 (14.321 min): BF113577.D (-2077) (-) m/z 57.00 100.00%
g7
85
5000

113 14.00 14.20 14.40 14.60
141 61 187 316 364
0...],nl.hiwl % ,@%%@,.??@?..%?,...., m/z 71.00 71.95%

miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LA L L L L L B LB L |
14.00 14.20 14.40 14.60
- m/z 43.00 62.42%
ol L L (113 141 169 197 205 253 281 309 337 365 394
SRS 1 R i AL LB D L AR L .
miz--> 50 100 150 200 250 300 350
Abundance
57
N
14.00 14.20 14.40 14.60
5000 o m/z 85.00 54.76%
29 5
. 1 141 169 197 2025 254
e T e L
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane e AREEEEEaSEE
57 14.00 14.20 14.40 14.60
m/z 41.00 21.31%
5000 85
29 113 141
o 0L 77,18 169 197 225 253 281 309 337 380
L M M it i e i N
mz--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF040319.M Thu Apr 04 15:03:23 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.61 6.44 ng 229765 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Docosane 310 C22H46 000629-97-0 86
4 Tetracosane 338 C24H50 000646-31-1 83
5 Octacosane 394 C28H58 000630-02-4 76
Abundance Scan 2129 (14.610 min): BF113577.D (-2127) (-) m/z 57.00 100.00%
57
85
5000
14.20 14.40 14.60 14.80 15.00
155
ol b ll I 134 183204225 2572681304324348 386 | “n/z 71.00  63.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 AR DAL B SO B
Mmmmmmmmmm
m/z 43.00 60.61%
ol b |11 141 160 197 205 254
m/z--> 55 160 1%0 260 2%0 300 3éo 400
Abundance
57
o 14.20 14140 14.60 14.80 15.00
5000 m/z 85.00 53.52%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3éo 400
Abundance #153222: Docosane A EEE TS
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 21.21%
5000 85
. 21 | L J113 141 169 197 225 253 281 310
m/z--> 5'0 100 1&1;0 2(')0 250 300 35'30 400 14. 20 14. 40 14. 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

Sample - K2230-01

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Squalene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
1468 5.55ng 197991  Perylene-di2 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squalene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 72

1000375-56-9 59
125529-10-4 45
054159-46-5 45

312 C17H29CIOSi
208 C14H240
426 C30H500

3 8-Chloro-1-octanol, benzyldimeth. ..
4 7,11-Dimethyldodeca-2,6,10-trien. ..
51,6,10,14,18,22-Tetracosahexaen-. ..

Abundance Scan 2141 (14.680 min): BF113577.D (-2138) (-) m/z 69.00 100.00%
69
5000
41 L o o o
95 121 149
14.40 14.60 14.80 15.00
191
ol bod 191211251254 282 312 340361381 | 781,00 54960
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 LA L L L L L L LB
a1 14.40 14 60 14. 80 15. 00
95 g, m/z 41.00 20.30%
ol— ‘ e 4 .““,‘W.”. ol I 281 278209 341367
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
A B
14.40 14.60 14.80 15.00
5000 m/z 95.00 14 .58%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
— T T T T e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #154414: 8-Chloro-1-octanol, benzyldimethylsilyl ether T
69 14.40 14.60 14.80 15.00
m/z 121.00 12.46%
5000
4 93 123
0 [ \ i Hm l 179199 221
e . T T A B
m/z--> 50 100 150 200 250 300 350 400 14.40 14 60 14. 80 15. OO

8270-BF040319.M Thu Apr 04 15:03:24 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.93 6.38 ng 227320 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 95
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
4 Heptacosane 380 C27H56 000593-49-7 94
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2183 (14.927 min): BF113577.D (-2180) (-) m/z 57.00 100.00%
57
5000 85
1113 141 169 211 243 268 296 331 358 390 1460 14.80 1500 1520 _
ol A L7y 20, 21 243268 206 331 388 390 Ty 71 .00 70.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 R N AR BN UGS
14.60 14.80 15.00 15.20
m/z 43.00 56.76%
29 113
oL L1 M1 160 107 205 553 206
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 50.85%
0 13 141 183 o1 239 267 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- R AEmEEEE L
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .85%
5000 85
ol 3 ‘J [ M3 41 169 197 29 267 204 323 352
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF040319.M Thu Apr 04 15:03:25 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.07 20.29 ng 723482 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 1000210-38-4 99
2 Cholesterol 386 C27H460 000057-88-5 99
3 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 97
4 Cholesta-3,5-diene 368 C27H44 000747-90-0 25
5 Cholest-5-en-3-0l, (3.alpha.)- 386 C27H460 000474-77-1 22
Abundance Scan 2377 (16.068 min): BF113577.D (-2373) (-) m/z 43.00 100.00%
43
105 145 275
5000
15,80 16.00 16,20 16.40
ol m/z 55.00 73.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9...
43
386
5000 LI B UL UL UL
15.80 16.00 16.20 16.40
m/z 105.00 72.66%
ol— \leml ! HH
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
81 e 386 15,80 16.00 16,20 16.40
5000 275 51 m/z 107.00 71.57%
173 255
. 125 233 326
mz-> 50 100 150 200 250 300 350 400
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one AR EEEEE RS
43 15.80 16.00 16.20 16.40
m/z 275.20 71.49%
5000
81 105 013 286
25527
0...‘ H\‘\\\.‘u HM?%\M\ .“‘.”‘.‘ 2331\ .‘{. 301326|3|5\3|LI\|‘\|||| e
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\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 28-Nor-17.beta.(H)-hopane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.29 9.57 ng 341170 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 72
2 _.beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 53
3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 46
4 Isophthalic acid, neopentyl prop... 278 C16H2204 1000343-85-9 43
5 Propanamide, N-(2,3-dihydro-3-me... 220 C11H12N20S 332413-15-7 43
Abundance Scan 2415 (16.292 min): BF113577.D (-2412) (-) m/z 191.10 100.00%
191
5000 o
69 123
4 163 16.00 16.20 16.40 16.60
397 : : : -
o 4 217 240 267 294 318341 369 s 65 00 34830
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 LN B UL BN SR
109 16.00 16.20 16.40 16.60
135 - 398 m/z 69.00 27.83%
163
oL |.... \‘ m M h ‘ ‘“””‘2?0'” |?2|8|3§|5”L||”
m/z--> 50 200 250 300 350 400
Abundance
191
16.00 16.20 16.40 16.60
5000] 28 m/z 81.00 25.87%
135 163
69 9
0"'I""I""I""""""""""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) I AEEREE TS
191 16.00 16.20 16.40 16.60
m/z 123.00 24 _.91%
5000 57
107 149
Ouzugu‘l“‘u‘h“‘u‘lutluu‘u — ——r— ——r— T s M
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\

Data File : BF113577.D

Acq On > 4 Apr 2019 8:12

Operator : JU/SJ

ﬁ?ggle : K2230-01 RICH-REC-ROAD-STONE-14
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
3-Penten-2-one, 4. .. 4.20 41.6 ng 1247560 1 6.69 599018 20.0
2-Pentanone, 4-hy... 4._.86 38.4 ng 1150330 1 6.69 599018 20.0
unknown6 .46 6.46 48.3 ng 1446390 1 6.69 599018 20.0
Eicosane 13.70 7.3 ng 335343 5 13.84 924695 20.0
Heptadecane, 2,6,... 14.01 2.6 ng 121521 5 13.84 924695 20.0
Octacosane 14.32 3.0 ng 138807 5 13.84 924695 20.0
Docosane 14.61 6.4 ng 229765 6 15.26 713019 20.0
Squalene 14.68 5.5 ng 197991 6 15.26 713019 20.0
Heneicosane 14 .93 6.4 ng 227320 6 15.26 713019 20.0
17-(1,5-Dimethylh... 16.07 20.3 ng 723482 6 15.26 713019 20.0
28-Nor-17 .beta.(H... 16.29 9.6 ng 341170 6 15.26 713019 20.0
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