LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113576.D
Acq On > 4 Apr 2019 7:44 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 3.210 185 191 205 rBvY 68050 135788 2.52% 0.408%
2 4.228 355 364 367 rBvV 3258477 5396536 100.00% 16.196%
3 4.887 467 476 479 rBV 2219520 3682632 68.24% 11.052%
4 5.310 545 548 554 rBvY 87392 117544 2.18% 0.353%
5 6.334 718 722 740 rBV 1415065 1493151 27.67% 4.481%
6 6.457 740 743 749 rVB 377289 329551 6.11% 0.989%
7 6.686 778 782 791 rBVY 838163 741321 13.74% 2.225%
8 6.757 791 794 804 rBvV 198927 178044 3.30% 0.534%
9 6.839 804 808 814 rBV 2095344 1913177 35.45% 5.742%
10 7.010 834 837 846 rvVB 72974 78520 1.46% 0.236%

11 7.251 874 878 889 rBV 1546971 1437838 26.64% 4_.315%
12 7.333 889 892 897 rvv 157058 124776 2.31% 0.374%
13 7.969 996 1000 1005 rBV 1011479 886070 16.42% 2.659%
14 8.939 1162 1165 1173 rVB 283773 238487 4.42% 0.716%
15 9.045 1179 1183 1194 rBV 3089936 2676545 49.60% 8.033%

16 9.339 1230 1233 1237 rBV 94540 85435 1.58% 0.256%
17 9.439 1247 1250 1255 rVB 119714 110140 2.04% 0.331%
18 9.722 1294 1298 1303 rBV2 1022734 873867 16.19% 2.623%
19 11.204 1547 1550 1553 rBV 1007737 880311 16.31% 2.642%
20 11.227 1553 1554 1559 rVB 156263 108848 2.02% 0.327%

21 12.304 1734 1737 1741 rVB 61480 63232 1.17% 0.190%
22 12.416 1753 1756 1759 rBV 177911 159053 2.95% 0.477%
23 12.645 1792 1795 1798 rBV2 172716 148461 2.75% 0.446%
24 12.792 1815 1820 1823 rBV 2650307 2480649 45.97% 7.445%
25 13.027 1858 1860 1864 rBV2 129312 126729 2.35% 0.380%

26 13.368 1916 1918 1921 rVB 223382 196368 3.64% 0.589%
27 13.698 1971 1974 1979 rVB 315720 281437 5.22% 0.845%
28 13.845 1993 1999 2002 rBV2 871921 1077335 19.96% 3.233%
29 14.015 2025 2028 2031 rBV 291330 255600 4.74% 0.767%
30 14.321 2077 2080 2083 rBV 282119 300487 5.57% 0.902%

31 14.615 2127 2130 2133 rBV 283917 334499 6.20% 1.004%
32 14.680 2138 2141 2145 rVB 550525 551278 10.22% 1.654%
33 14.927 2181 2183 2186 rVB 265957 262214 4._86% 0.787%
34 15.068 2204 2207 2212 rVB 336701 391405 7.25% 1.175%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

3?22'6 - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 - 0 Peak Location: TOP

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

Method
Title

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

35 15.262 2236 2240 2247 rVB2 479492 814414 15.09% 2.444%
36 15.898 2345 2348 2362 rVB 366455 800271 14.83% 2.402%
37 16.074 2373 2378 2387 rBV2 1174938 2576575 47.74% 7.733%

38 16.304 2413 2417 2423 rVB 371269 602945 11.17% 1.810%
39 16.756 2491 2494 2500 rVB2 241984 408451 7.57% 1.226%

Sum of corrected areas: 33319984
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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: BF113576.D
3000000

2500000
4.89

6.84
2000000
7.25
1500000 6.33

1000000 6.69

500000 6.46

e T e e R

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: BF113576.D

3000000 12.79
2500000
2000000
1500000

9.72 11.20
1000000 .97

500000

R T T T e e e

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: BF113576.D

3000000

2500000

2000000 16.07

1500000

14.

1000000 13.70| 14.02

.37

500000

77—

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\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 1 4-Penten-2-one, 4-methyl- Concentration Rank 18

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

3.21 3.66 ng 135788 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 2-Vinylethyl acetate 114 C6H1002 001576-84-7 28
4 Pent-3-enylamine 85 C5H11IN 087156-70-5 9
5 2-Pentanone, 5-hydroxy- 102 C5H1002 001071-73-4 9

Abundance Scan 191 (3.210 min): BF113576.D (-185) (-) m/z 42.95 100.00%
43
5000 /\\‘
0% e O o6 280 300 320 340 3.60
Ol e byt e 8 L m/z 83.00 12.02%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43
5000 RS LR L R
280 3.00 3.20 3.40 3.60
m/z 39.00 9.53%
0 27 37| 4955 6360 77 O o1 98
miz--> 0 20 3 40 8 6 70 80 e 100
Abundance
43
T e
2.80 3.00 3.20 3.40 3.60
5000 m/z 55.00 7.11%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #7190: 2-Vinylethyl acetate NS N |
43 280 3.00 3.20 3.40 3.60

m/z 40.90 4_50%

5000
54
27 73
U N L6 | s
o} NSRRI Y SISO VRN~ S DR« S

m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

Sample - K2232-01

Misc :

ALS Vial : 26 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 2 3-Penten-2-one, 4-methyl- Concentration Rank 1

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

4.23 145.59 ng 5396540 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 91
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 364 (4.228 min): BF113576.D (-355) (-) m/z 83.00 100.00%
55 83
5000 43 98
3.80 4.00 4.20 4.40 4.60
0 ...,....,....,..?7:|i': Aol ever mo ) m/z 55.00 92.58%
m/z--> 10 30 50 60 70 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NSRBI SRR S
29 98 3.80 4.00 4.20 4.40 4.60
m/z 42.95 39.16%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
L S SUILIL I SULLS UL UL SURILL IUSIL UL B
m/z--> 10 40 50 70 90 100
Abundance
83
55
43 3.80 4.00 4.20 4.40 4.60
5000 m/z 98.00 36.88%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- T
5 83 3.80 4.00 4.20 4.40 4.60
m/z 39.00 27 .10%
41
5000 7 o8
15 69
Obrrr ey .::h.34.a;:‘..??HMl LN X RN A .- S P S ' VS ——
m/z--> 10 40 50 70 80 90 100 3.80 4.00 4.0 440 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.89 99.35 ng 3682630 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 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 477 (4.892 min): BF113576.D (-467) (-) m/z 43.00 100.00%
43
59
5000
101
R A RS R
83 4.60 4.80 5.00 5.20
b o 3L e A m/z 59.00 62.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LN UL LS A
59 460 480 500 5.20
m/z 101.00 27.27%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520
5000 m/z 58.00 15.56%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- L e
509 4.60 4.80 5.00 5.20
m/z 41.00 9.24%
5000
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I' R AN RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 4 unknown6.46 Concentration Rank 10

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

6.46 8.89 ng 329551 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 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 743 (6.457 min): BF113576.D (-740) (-) m/z 131.90 100.00%
5000 68
96 PSSP BAREE SRS LA
40 42 54 o || 5 g7 | 104 6.20 6.40 6.60 6.80
Obrrprrrr e e e b b e bt e e b m/z 68.00 39.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 97 6.20 6.40 6.60 6.80
53 17 m/z 133.90 32.07%
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 620 640 6.60 6.80
5000 m/z 66.00 24 _76%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.00 15.07%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

Sample - K2232-01

Misc :

ALS Vial : 26 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 1-Hexanol, 2-ethyl- Concentration Rank 16

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

6.76 4.80 ng 178044 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 53
3 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 53
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 53
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 50

Abundance Scan 794 (6.757 min): BF113576.D (-791) (-) m/z 56.95 100.00%
7
5000
41
70 83
| 9% 115 6.40 6.60 6.80 7.00
O} TR . m/z 40.95 34.22%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000
- 6.40 6.60 6.80 7.00
70 83 m/z 43.00 31.98%
o5 Mol o B
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
6.40 6.60 6.80 7.00
5000 m/z 54.95 23.75%
43 70
29 98
o2 ol il 83 107117 135 148 @ 171
m/z--> 20 40 80 100 120 140 160
Abundance #97057: Oxalic acid, isobutyl hepty! ester
57 6.40 6.60 6.80 7.00
m/z 56.00 20.74%
5000
41
29
0 H‘ \M ‘ I 7\\0 83 98 143
m/z--> 20 40 60 80 100 120 140 160 ' 6.40 6.60 6.80 7.00

8270-BF040319.M Thu Apr 04 15:03:00 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 unknown7.33 Concentration Rank 20

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

7.33 2.82 ng 124776 Naphthalene-d8 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, octyl- 156 C10H200 002404-44-6 43
2 2-Hepten-1-ol, (E)- 114 C7H140 033467-76-4 38
3 (2)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 27
4 6-Hepten-1-ol, 3-methyl- 128 C8H160 004048-32-2 27
5 (2)-2-Heptene 98 C7H14 006443-92-1 25

Abundance Scan 891 (7.328 min): BF113576.D (-889) (-) m/z 56.95 100.00%
41

5000
70

-

81 98
7.00 7.20 7.40 7.60
S m/z 41.00 94.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28243: Oxirane, octyl-

41 5 71

o

:

5000 R T PR T

29 82 7.00 7.20 7.40 7.60
‘ ‘ 9% m/z 43.00 65.31%
113
0 I 1 O 11 RO R AR .-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
R RAREE R R R R
a1 7.00 7.20 7.40 7.60
5000 m/z 55.95 62.68%
27 o .
o 17 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3356: (2)-Hex-2-ene, 5-methyl-
56 7.00 7.20 7.40 7.60
41 m/z 43.95 57.17%
5000
27 69
‘ ‘ 98
83
o ..,.1.‘.5.,..:.‘,l...lla..i‘a‘. N LN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 8 Pyridine, 3-(1-methyl-2-pyr... Concentration Rank 14

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

8.94 5.46 ng 238487 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 3-(1-methyl-2-pyrrolid... 162 C10H14N2 000054-11-5 97
2 Pyridine, 2-(1-methyl-2-pyrrolid... 162 C10H14N2 023950-04-1 64
3 1-Aminocyclopentane hydroxamic acid 144 C6H12N202 062104-33-0 38
4 Acetamide, N-(3,5-dichlorophenyl... 272 C12H14CI2N20 1000268-01-0 37
5 2-Methyl[1,3,4]Joxadiazole 84 C3H4N20 003451-51-2 32

Abundance Scan 1165 (8.939 min): BF113576.D (-1162) (-) m/z 84.00 100.00%
a4
5000
133
42 161
| 51 65 | glz 104 1}9 147 “ 8.60 8.80 9.00 9.20
Ol ettt R e e e e e m/z 133.00 31.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32088: Pyridine, 3-(1-methyl-2-pyrrolidinyl)-, (S)-
84
5000 133 USRS RARSERARRN N
161 8.60 8.80 9.00 9.20
2 m/z 161.00 16.46%
15 28 5\1 6\5 75 \ | ?\2 104 \\‘ W] 145 ‘ !
m/z--> 10 20 35 45 50 60 70 80 90 100 110 120 130 140 150 1éo 170
Abundance
84
860 880 9.00 920
5000 m/z 42.00 15.58%
133
161
51 65 92 495 119 145

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #20550: 1-Aminocyclopentane hydroxamic acid R R e
84 8.60 8.80 9.00 9.20

m/z 162.00 13.77%

5000

41
Il Sﬂ 95 113 128 144

A — Y L S ——

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 9 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.37 3.65 ng 196368 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 87
3 Hexadecane 226 C16H34 000544-76-3 80
4 Dodecane, 1-i1odo- 296 C12H251 004292-19-7 72
5 Heptacosane 380 C27H56 000593-49-7 68
Abundance Scan 1918 (13.368 min): BF113576.D (-1916) (-) m/z 57.00 100.00%
57
5000 85 mwNJL\JxVAAJAV¥A~AAJA\Vﬂw
113 13.00 13.20 13.40 13.60
141 187
Oberrer b 14T 169187 210229 258 280 307 330 7160 9. 79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129490: Eicosane
57
85
5000 USRS BN SOV B
13.00 13.20 13.40 13.60
m/z 43.00 60 .50%
o T ‘ L e aer o ey 2w
m/z--> ﬁ&mmmmmmmmmmmmﬁﬁ'
Abundance
57
13.00 13.20 13.40 13.60
5000 85 m/z 85.00 49.83%
28
183
o 113159 155 310 Nv~AAn\/VVV\JAdm/mxvufﬁkd\f
wﬂmﬁwﬁmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83023: Hexadecane L BT o e
57 13.00 13.20 13.40 13.60
m/z 41.00 20.05%
29
ol | | 18 141 169 197 226
m/z--> 20 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 320 1300 13.20 13.40 13.60

8270-BF040319.M Thu Apr 04 15:03:02 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 15
R.T. EstConc Area Relative to ISTD R.T.
13.70 5.22 ng 281437 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane 240 C17H36 000629-78-7 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 1974 (13.698 min): BF113576.D (-1971) (-) m/z 57.00 100.00%
57
5000 85
113 141 230 13.40 13.60 13.80 14.00
ol .|', A .J.“ fou—y 209 202 70 258 296 333 ' "m/z 43.00 67.30%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 SRR SR B SRR
13. 40 13. 60 13. 80 14. oo
m/z 71.00 63.87%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
13.40 13.60 13.80 14.00
5000 85 m/z 85.00 47 .46%
o 29 113 141 169 197 240
miz-> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R R R
57 13.40 13.60 13.80 14.00
m/z 55.00 24 .43Y%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> % 1& 1% 2& 2% 3& 3% ' Bmwmnmmm

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



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.02 4.75 ng 255600 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2029 (14.021 min): BF113576.D (-2025) (-) m/z 57.00 100.00%
g7
85
5000

13.80 14.00 14.20 14.40

3 4[,1 1141160 196 224 254273 306 328 353

I A e e m/z 71.00 67.05%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 lllllllllllllllllll

13.80 14.00 14.20 14.40
m/z 43.00 61.04%

0 29 il \‘\ i \‘ 1:,-3 141 169 197 226
e T s e e e e S
m/z--> 50 100 150 200 250 300 350
Abundance
57
R B
85 13.80 14.00 14.20 14.40
5000 m/z 85.00 55.32%
29
. 13 141 169 197 240
— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- RS EmmEs o L
57 13.80 14.00 14.20 14.40
m/z 55.00 24 _.44%
5000 85
113
oL 2 “ L | A (141 182 513 252 281 308 337
—— ,... bt R B e
m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14. 20 14. 40

8270-BF040319.M Thu Apr 04 15:03:04 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

Sample - K2232-01

Misc :

ALS Vial : 26 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 12 Heptacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.32 5.58 ng 300487 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90

Abundance Scan 2080 (14.321 min): BF113576.D (-2077) (-) m/z 57.00 100.00%
57
5000 85
141163187 14.00 14.20 14.40 14.60
I 11 i A8 0L 225 254276298 337 S70 m/z 71.00 67.06%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 L B SRR IR B
85 14.00 14.20 14.40 14.60
m/z 43.00 60.99%
o 29 h | m1}3.141 169 197 225 253 281 323 351 380
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.00 49_76%
29
. 113 141 169 197 225 253 296
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e B A
57 14.00 14.20 14.40 14.60
m/z 55.00 25 .34%
5000 85
118 94
ol 29 || 7] 241 169 197 225 253 281 309 337 365 393 422
m/iz--> 0 5'0 1(')0 1éo 2(')0 250 300 350 400 14.00 14.20 14.40 14.60

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

RICH-REC-ROAD-STONE-12
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 13 Tridecane, 1l-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.62 8.21 ng 334499 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Eicosane 282 C20H42 000112-95-8 87
3 Tridecane, l-iodo- 310 C13H271 035599-77-0 87
4 Octacosane 394 C28H58 000630-02-4 81
5 Tetracosane 338 C24H50 000646-31-1 74
Abundance Scan 2131 (14.621 min): BF113576.D (-2127) (-) m/z 57.00 100.00%
57
85
5000
113 1440 14.60 14.80 15.00
141 169 253
0 ..“. i 0 199221 707, 283 310 337 364386 ns7 85.00  74.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 LI SR BN SUBU IR
85 14.40 14.60 14.80 15.00
m/z 71.00 60.69%
o 290 | || 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1%0 200 250 300 350 400
Abundance
57
1440 14.60 14,80 15.00
5000 m/z 43.00 55.29%
85
29
o 113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo- RS EmmEs o L
57 14.40 14.60 14.80 15.00
m/z 55.00 23.17%
5000 85
28
0 \|\ l | \ 1 13 155 1 310
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF040319.M Thu Apr 04 15:03:05 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 14 Squalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
1468 13.54 ng 551278  Perylene-di2 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91

3 1,6-Octadiene,
4 Trideca-1,3,7,11-tetraene-1,1-di...

3,5-dimethyl-, tr._... 138 C10H18
268 C18H24N2

074630-87-8 53
1000159-88-9 53

5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2141 (14.680 min): BF113576.D (-2138) (-) m/z 69.00 100.00%
69
41
| % 14.40 14.60 14.80 15.00
161 191 - - - -
N P 51 4' 211231261273 298319341 367 3% | m/z  81.00  54.90%
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 m/z 41.00 24 .12%
Oh g 447 I 161 101 231 273299 341367
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R EEREEE SRS R
14.40 14.60 14.80 15.00
5000 m/z 95.00 14 .51%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
B e I A A e e e e e L L e e e e e e e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #16961: 1,6-Octadiene, 3,5-dimethyl-, trans- T
69 14.40 14.60 14.80 15.00
41 m/z 68.00 11.24%
o ’A/’AAM\/V\/V
95
O e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14. 80 15. 00

8270-BF040319.M Thu Apr 04 15:03:06 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 15 Heptadecane, 9-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.93 6.44 ng 262214 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 83
4 Octadecane 254 C18H38 000593-45-3 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 2183 (14.927 min): BF113576.D (-2181) (-) m/z 57.00 100.00%
57
85
5000
113 14.60 14.80 15.00 15.20
141
I | 1,169 197 222243 268 295 326 365390414 | ns57 71.00  71.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L DU IS B SULRE
14.60 14.80 15.00 15.20
m/z 43.00 60.24%
29 113
0 \‘ ‘L ’ H\ h h‘ H‘ \ ﬁ1\169 197 225 253 296
m/z--> 5 100 150 200 250 300 350 400
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 53.37%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9—hexy|— L L L B L BN |
43 14.60 14.80 15.00 15.20
m/z 99.00 19.85%
71
5000
99 210
o t} L f (127 155 182 7" 239 267 296 323
m/z--> 5 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF040319.M Thu Apr 04 15:03:06 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 16 Cholesta-4,6-dien-3-o0l, (3.... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.07 9.61 ng 391405 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesta-4,6-dien-3-o0l, (3.beta.)- 384 C27H440 014214-69-8 74
2 2-Heptanone, 6-methyl-6-[3-methy... 220 C15H240 069296-87-3 35
3 2,4-Methano-1H-indene, 4-chloroo... 170 C10H15ClI 098640-25-6 15
4 5-(4-Ethoxy-benzyl)-1-(4-ethyl-p... 366 C21H22N204 1000294-59-9 14
5 m-Aminobenzamidine 135 C7HON3 003459-66-3 14
Abundance Scan 2207 (15.068 min): BF113576.D (-2204) (-) m/z 135.00 100.00%
5
43
5000
14.80 15.00 15.20 15.40
y— 279295317 345 m/z 143.00 88.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204797: Cholesta-4,6-dien-3-ol, (3.beta.)-
43
143
5000 o LI BULI SUMLE I UL
119 366 14,80 15.00 15.20 15.40
247 m/z 81.00 65.93%
5
NELIREE paeert s L
m/z--> 50 100 150 200 250 300 350 400
Abundance
135
14.80 15.00 15.20 15.40
5000 23 m/z 43.00 62.25%
. 115 177 220 Jh\vaﬂﬁ«wﬂijk/“\vAN,\J\/,
mz-> 50 100 150 200 250 300 350 400
Abundance #37896: 2,4-Methano-1H-indene, 4-chlorooctahydro- R EEEEE RS
135 14.80 15.00 15.20 15.40
m/z 119.00 57.63%
5000
79
L 107
ob—4 H“ \ L ..,}79. e e
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF040319.M Thu Apr 04 15:03:07 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 17 unknownl15.90 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.90 19.65 ng 800271 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 43
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 41
3 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 38
4 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 35
5 4-(3H-Imidazo[4,5-b]pyridin-2-yl. .. 342 C15H18N8S 1000276-08-2 35
Abundance Scan 2348 (15.898 min): BF113576.D (-2345) (-) m/z 191.10 100.00%
1
I 12233 250281304 340 363503404 15,60 16.80 16.00 16.20__
0 m/z 177.10 44 _38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
5000 28 L DI SO BRI S
15.60 15.80 16.00 16.20
s 9 135 163 m/z 95.00 39.23%
0....‘ “\h“\\‘ |‘....|........|....
m/z--> 50 100 200 250 300 350 400
Abundance
191
15.60 15.80 16.00 16.20
5000 5 m/z 81.00 35.79%
29
93 121 149
o D T/ —
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane R R e R
191 15.60 15.80 16.00 16.20
m/z 109.00 27 .56%
5000 W\*MUM
109 e
398
n “ 163 2}7 260 308 355
0::::|||||||||||"||||‘l|||||||‘||||‘| R B BAREE RS
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 18 Cholesterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.07 63.27 ng 2576580 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 1000210-38-4 99
3 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 99
4 Cholestane-3,5-diol, 5-acetate, ... 446 C29H5003 041721-93-1 53
5 Cholest-5-en-3-0l, (3.alpha.)- 386 C27H460 000474-77-1 41
Abundance Scan 2377 (16.068 min): BF113576.D (-2373) (-) m/z 43.00 100.00%
48
i de
145
5000
' 15.80 16.00 16,20 16.40
0 m/z 55.00 73.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205847: Cholesterol
43
105 386
5000 R DA SUNILR SR SRR
15.80 16.00 16.20 16.40
m/z 107.00 72.57%
o.uL,W
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
386 R DA SUNILR SR SR
15.80 16.00 16.20 16.40
5000 95 275 m/z 105.00 65 .94%
69 145
119 213 301 353
173 255
o 193 | 233 326
miz-> 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 95.00 62.61%
81 105
145 213 386
173 255275
UL Ldes | MTRaos | 233255 300 apg 353,
L A L L WL L UL L B W R DA SUNILR SN SRR
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 : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

Sample - K2232-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 _beta.-iso-Methyl ionone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.30 14.81 ng 602945 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 59
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 43
3 1-Cyclohexene, 1,3,3-trimethyl-2._._. 206 C14H220 1000197-08-4 38
4 Acetamide, N-[3-[[(2,5-dioxo-1-p... 303 C16H21N303 027550-64-7 35
5 Phenol, 2-(1,1-dimethylethyl)-4-__._. 262 C18H300 005806-73-5 35
Abundance Scan 2416 (16.298 min): BF113576.D (-2413) (-) m/z 191.10 100.00%
191
5000 9% LMA/_J\N
69 123
41 103 307 16,00 16,20 16.40 16.60
218 : : : :
ol | \715239259 287 325346309 TU'. | "m/z 95.00 42.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191
5000{ 28 LR U BN SUN
16.00 16.20 16.40 16.60
g5 135 163 m/z 81.00 36.18%
i
Ouuul‘.“..‘.“l“‘.‘.‘““.‘i..‘. ‘....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16,00 16,20 16.40 16.60
5000 57 m/z 69.00 30.54%
107 9 /Nﬁ\L”j\J\V”/\wAﬁm»Axmwx/\
29 81
G L L L A UL A UL WL W W
m/z--> 50 100 150 200 250 300 350 400
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... B B A Eame
191 16.00 16.20 16.40 16.60
m/z 123.00 26.88%
o 2 j\/\\//\/\/v\/\/\/d
123 149
0.‘.‘.‘,“.(‘?‘?“.‘.M,m.‘J“.““.‘L.‘.“. ——————— SN
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040319\

Data File : BF113576.D

Acq On > 4 Apr 2019 7:44

Operator : JU/SJ

ﬁ?ggle - K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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 20 Cholest-4-en-3-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.76 10.03 ng 408451 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-4-en-3-0ne 384 C27H440 000601-57-0 94
2 Cholest-5-en-3-one 384 C27H440 000601-54-7 62
3 Pyrrolidine-3-carboxylic acid, 1... 340 C19H17FN203 1000302-07-7 38
4 Aspidospermidine, l-acetyl-16,17... 384 C23H32N203 000639-26-9 27
5 6-(3-Methylbutyl)-2-pyrazinylmet... 180 C10H16N20 1000108-63-5 25
Abundance Scan 2495 (16.762 min): BF113576.D (-2491) (-) m/z 124.00 100.00%
4

5000

Hr

16.40 16.60 16.80 17.00

0! m/z 229.10 56.29%
m/z--> 50 100 150 200 250 300 350
Abundance #204787: Cholest-4-en-3-one
124
5000 43 384 LI L B B O
95 229 16.40 16.60 16.80 17.00
69 147 261 342 m/z 43.00 34.86%
299
o \M\\ M %67 \ 206 l\ "‘HI ‘l‘\ I\ —_— \i — .L |3|6|5 ——
m/z--> 50 100 1 200 250 300 350
Abundance
124
R o o N R
229 284 16.40 16.60 16.80 17.00
5000 79 m/z 55.00 27.98%
105 147 261 342
187 299
o 166 206 280 | 318 363
LA A e e B T B B B A e o e e
m/z--> 50 100 150 200 250 300 350
Abundance #176625: Pyrrolidine-3-carboxylic acid, 1-(4-fluorophenyl)... R AR EEEEE T
124 16.40 16.60 16.80 17.00

m/z 135.00 27 .85%

5000 340

N

ay
©
a1

150 178 217
0! ‘\HIH‘M ‘ 242
LI B s I LI B B B T T L LI B B B

m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040319\
Data File : BF113576.D
Acq On > 4 Apr 2019 7:44 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : K2232-01 RICH-REC-ROAD-STONE-12
ALS Vial : 26 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]
4-Penten-2-one, 4... 3.21 3.7 ng 135788 1 6.69 741321 20.0
3-Penten-2-one, 4... 4.23 145.6 ng 5396540 1 6.69 741321 20.0
2-Pentanone, 4-hy... 4.89 99.3 ng 3682630 1 6.69 741321 20.0
unknown6 .46 6.46 8.9 ng 329551 1 6.69 741321 20.0
1-Hexanol, 2-ethyl- 6.76 4.8 ng 178044 1 6.69 741321 20.0
unknown? .33 7.33 2.8 ng 124776 2 7.97 886070 20.0
Pyridine, 3-(1-me... 8.94 5.5 ng 238487 3 9.72 873867 20.0
Eicosane 13.37 3.6 ng 196368 5 13.84 1077340 20.0
Heneicosane 13.70 5.2 ng 281437 5 13.84 1077340 20.0
Hexadecane 14.02 4.8 ng 255600 5 13.84 1077340 20.0
Heptacosane 14.32 5.6 ng 300487 5 13.84 1077340 20.0
Tridecane, l-iodo- 14.62 8.2 ng 334499 6 15.26 814414 20.0
Squalene 14.68 13.5 ng 551278 6 15.26 814414 20.0
Heptadecane, 9-he... 14.93 6.4 ng 262214 6 15.26 814414 20.0
Cholesta-4,6-dien... 15.07 9.6 ng 391405 6 15.26 814414 20.0
unknown15.90 15.90 19.6 ng 800271 6 15.26 814414 20.0
Cholesterol 16.07 63.3 ng 2576580 6 15.26 814414 20.0
-beta.-iso-Methyl... 16.30 14.8 ng 602945 6 15.26 814414 20.0
Cholest-4-en-3-one 16.76 10.0 ng 408451 6 15.26 814414 20.0
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