LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 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-BF022719.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 5.357 550 556 559 rBY 3396222 3634488 85.30% 9.328%
2 6.375 724 729 734 rBV2 3801430 4100414 96.24% 10.524%
3 6.510 747 752 756 rBVY 3978656 3890544 91.31% 9.985%
4 6.740 788 791 795 rBVY 1243075 1123395 26.37% 2.883%
5 6.898 814 818 822 rBVY 3406647 3002510 70.47% 7.706%
6 7.298 881 886 889 rBVY 2445269 2463814 57.82% 6.323%
7 8.022 1005 1009 1013 rBVY 1639281 1410214 33.10% 3.619%
8 8.451 1078 1082 1091 rBV 132277 145590 3.42% 0.374%
9 9.098 1188 1192 1195 rBV 4930771 4260823 100.00% 10.936%
10 9.228 1211 1214 1224 rVB2 47852 64676 1.52% 0.166%

11 9.486 1255 1258 1264 rBV 325376 294931 6.92% 0.757%
12 9.663 1285 1288 1296 rVB5 26175 48362 1.14% 0.124%
13 9.769 1303 1306 1315 rVB 1629637 1587099 37.25% 4.073%
14 10.557 1435 1440 1443 rBV 2633498 2579162 60.53% 6.619%
15 11.251 1554 1558 1561 rBV 1634121 1533960 36.00% 3.937%

16 11.463 1589 1594 1597 rBV 45310 46947 1.10% 0.120%
17 11.786 1645 1649 1653 rBV 449421 415606 9.75% 1.067%
18 12.298 1733 1736 1740 rBV 50990 48166 1.13% 0.124%

19 12.569 1778 1782 1791 rBV 131446 161931 3.80% 0.416%
20 12.710 1802 1806 1810 rBV 221007 245352 5.76% 0.630%

21 12.833 1822 1827 1830 rBV 3843947 3574554 83.89% 9.174%
22 13.416 1924 1926 1933 rVB 52813 51321 1.20% 0.132%
23 13.733 1976 1980 1986 rBV2 342079 418732 9.83% 1.075%
24 13.874 2000 2004 2007 rBV 1274657 1163895 27.32% 2.987%
25 14.063 2032 2036 2041 rBV 136886 135690 3.18% 0.348%

26 14.363 2084 2087 2092 rBV 219546 206066 4.84% 0.529%
27 14.663 2134 2138 2142 rVB 233175 241797 5.67% 0.621%
28 14.980 2188 2192 2200 rBV 257049 271708 6.38% 0.697%
29 15.280 2238 2243 2248 rVB 1025539 1198466 28.13% 3.076%
30 15.339 2249 2253 2257 rVB 207911 254319 5.97% 0.653%

31 15.745 2318 2322 2326 rBV 161037 219261 5.15% 0.563%
32 16.215 2398 2402 2410 rVB2 100686 169326 3.97% 0.435%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 38963119
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\

BF112774.D

28 Feb 2019 21:17

JussJ

K1650-15

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 unknown6.51 Concentration Rank 1

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

6.51 69.26 ng 3890540 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 752 (6.510 min): BF112774.D (-747) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 640 6.60 6.80
54 . . . .
o |7 er | sus W w77 68.00  42.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR R L SRR
6.20 6.40 6.60 6.80
31 78 m/z 134.00 32.72%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
IRSENRARE SRS RSN SRR
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 27.94%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I AREEREEEssE s
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 16.51%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SN | S | GO
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 Salicyl alcohol Concentration Rank 14

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

8.45 2.06 ng 145590 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Salicvl alcohol 124 C7H802 000090-01-7 94
2 2.4.6-Cvcloheptatrien-1-one 106 C7H60 000539-80-0 90
3 Pvridine. 2-nitro- 124 C5H4N202 015009-91-3 64
4 2.4-Hexadivne 78 C6H6 002809-69-0 64
5 Benzene 78 C6H6 000071-43-2 64

Abundance Scan 1082 (8.451 min): BF112774.D (-1078) (-) m/z 78.00 100.00%
78
106
5000
124
T T‘ 65 ‘ - 8.20 8.40 8.60 8.80
S| PR OO NSOV | - SN [ M AN m/z 106.00 54.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10415: Salicyl alcohol
78
5000 U L I R
106 8.20 8.40 8.60 8.80
51 124 m/z 77.00 34 .65%
39
28 . 83 95 .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5073: 2,4,6-Cycloheptatrien-1-one
78
106
8.20 8.40 8.60 8.80
5000 o m/z 124.00 32.46%
63
'|“"w"w4$“|'“'|“"w"|"“|“"w"w"“|'“'|“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10315: Pyridine, 2-nitro- A | LA LN LN N
78 8.20 8.40 8.60 8.80
m/z 39.00 15.97%
5000
51
39 6 | 94 124 MJJMJMMAMWfVJkwNwﬂNw,MMMwM
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 820 840 B8.60 880
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.79 5.42 ng 415606 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1650 (11.792 min): BF112774.D (-1645) (-) m/z 73.00 100.00%

43 60 73

5000 129

_%

213

UOUURUES . SRS —
157171185, 09 | 507 256 11.40 11.60 11.80 12.00 12.20

m/z 42.95 90.36%

143

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 TTTT LR B TT T T

11. 40 11. 60 11. 80 12. OO 12. 20

m/z 60.00 87.30%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 REAREEE R e
11.40 11.60 11.80 12.00 12.20
5000 29 129 m/z 57.00 70.25%
115 171
214
| | T } ‘ 143157 ‘ 185
...,.l..‘,“ bl ol .l
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R BB R
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 55.00 65.47%
5000 129
29
199
143157171185 242
15 | ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.78 ng 161931 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1782 (12.569 min): BF112774.D (-1778) (-) m/z 72.95 100.00%
43 o, 78
5000 l
12.20 12.40 12.60 12.80
S m/z 43.00 93.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78 k@uﬁwaMNHNM
5000 129 LU SRR BN S I
12.20 12.40 12.60 12.80
185 m/z 59.95 85.11%
1JJ 143,171 241 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
o NN TR BN IR
12.20 12.40 12.60 12.80
5000 m/z 57.00 80.88%
29
sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid L B o
43 0 12.20 12.40 12.60 12.80
m/z 55.00 70.22%
5000 129
1Ji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1256 12%6 1260'12%6""
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.71 4.22 ng 245352 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 64
3 4H-Pvrazolol5.1-cl-1.4-benzodiaz... 213 C11H7N302 1000277-20-1 64
4 2.2-Bis-(4-hvxroxvyphenvl)-butane 242 C16H1802 000077-40-7 64
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 58
Abundance Scan 1806 (12.710 min): BF112774.D (-1802) (-) m/z 213.05 100.00%
213
5000
o P 228 540 1260 12,80 1300 |
39 65 135 152165 197 : : : :
....,....,.'...,..'..%9?..|;....,....,...??.1...,.. b 28t Tm/z 118.95  20.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 AU RN AR
12.40 12.60 12.80 13.00
119 228 m/z 228.05 17.81%
3 65 91 135 152165 181 197

| al
||||||||||||||||||| ||||||||| R R R EEE SRR TR e LI R I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b']dipyran-2-one, 8,8-dimethyl-
2

12.40 12.60 12.80 13.00
m/z 214.05  15.45%

5000

185

28 51 69 92 114128943157171

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

Abundance #71835: 4H-Pyrazolo[5,1-c]-1,4-benzodiazepine-4,10(5H)-dione s e L AR
3 12.40 12.60 12.80 13.00

m/z 91.00 11.22%

5000
119

146 169 185

40 64 47

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 7.20 ng 418732 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1979 (13.727 min): BF112774.D (-1976) (-) m/z 57.00 100.00%
87 83
1340 13.60 13.80 14.00
m/z 43.00 99.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
5000 ISR N RN BN UGS
13.40 13.60 13.80 14.00
29 m/z 55.00 95.74%
139
I 167 196 238 266 294
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
5 83
1340 13.60 13.80 14.00
5000 m/z 83.05 90.38%
29
e 167 196 224 252 280 308
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 =TT I T T T
57 83 13.40 13.60 13.80 14.00
m/z 97.00 83.15%
29
I \‘ 167 195 222 250 280 308 336
m/z--> 25&60mmmmmmmmmmnmm%mmmmmmo ﬁmn@n@m@ '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .06 2.33 ng 135690 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2036 (14.063 min): BF112774.D (-2032) (-) m/z 57.00 100.00%

5000

25

13.80 14.00 14.20 14.40
m/z 71.00 68.01%

141 169 197 225

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
I JL,_]LJL
5000 85 LN L L L L L
13. 80 14. 00 14. 20 14. 40
m/z 43.00 61.75%
29 113 449
| |y ﬂ [ ,141,169 107 225 253 295 323 367
e L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
R A
13.80 14.00 14.20 14.40
5000 85 m/z 85.00 50.48%
| 113 239
37 )| | I 141169 197 267 294 323 352
o SN A DR it A T
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T T
57 13.80 14.00 14.20 14.40
m/z 55.00 21.93%
h | M
113
29| 1 J | 141 169 197 225 253 281 309 337 365 393 422
T T T T T e T T e
m/z--> 50 100 150 200 250 300 350 400 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .36 3.54 ng 206066 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 2087 (14.363 min): BF112774.D (-2084) (-) m/z 57.00 100.00%
57
5000 85

113 14.00 14.20 14.40 14.60
141 169 211
AR aneseser | h/7 43.05  62.38%

m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 LIS [LINLINLIL I L L L L LI B
14.00 14.20 14.40 14.60
113 m/z 71.00 61.98%
I |7y k48,169 197 225 253 281 309 337 365 437
A A A A e )
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
R
14.00 14.20 14.40 14.60
5000 85 m/z 85.05 48.85%
29
‘ w | ) M3 ,241 160 107 225 253 205 323 367
A B L L e B e T |
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane R eSS
57 14.00 14.20 14.40 14.60
m/z 55.00 24 _.23%
5000 85
113
%9ﬂ ‘ U 177,241 169 197 225 267 205 365 393
A B e L B e e e T
m/z--> 50 100 150 200 250 300 350 400 14. 00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .66 4.04 ng 241797 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane 310 C22H46 000629-97-0 90
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 90
Abundance Scan 2138 (14.663 min): BF112774.D (-2134) (-) m/z 57.00 100.00%
g7
5000 85

14.40 14.60 14.80 15.00

J 141 169 197
0 |, ll al.l..,....,.?2.7.2,5?.2?1. L m/z 71.05 68.97%
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LN L L L L L B
85 14.40 14.60 14.80 15.00
m/z 43.00 56 .53%
290 | | | (118 141 160 107 205 253 281 323 351 380
L I B e I e e e i B
m/z--> 0 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
L e
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 50.34%
113
29 J j‘ H (141 169 197 225 267 295 365 393
A Raa e ....,....,.... —
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane T T T
57 14.40 14.60 14.80 15.00
m/z 55.00 22 .44%
5000 85
29
| ‘ | ) M8 141 169 107 225 253 296
A I e T e A R A
m/z--> 0 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112774.D

Aca On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample : K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 7-Methyl-octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.74 3.66 ng 219261 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvl-octadecane 268 C19H40 1000192-63-3 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Pentacosane 352 C25H52 000629-99-2 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2321 (15.739 min): BF112774.D (-2318) (-) m/z 57.00 100.00%
57
5000 85
LLLL 00 100 100 200 oo 15140 15160 1550 16100
...,.n N Wi AT NGy L —— m/z 71.10 71.82%
m/z--> 50 100 150 200 250 300 350
Abundance #117641: 7-Methyl-octadecane
57
5000 DA U SRR RN
85 112 1540 15.60 15.80 16.00

m/z 43.00 60.66%

29 182
ol O 0 N 1 2
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
R B A
15.40 15.60 15.80 16.00
5000 85 m/z 85.05 50.39%
113
2?& I Ll 77 141 169 107 225 267 295 365 393
e
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane T
57 15.40 15.60 15.80 16.00
m/z 41.00 21.60%
5000 85
113
29| | “‘J | 11 169189211 239 267 295 323 352
IR I B e e A R B A
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112774.D

Acq On : 28 Feb 2019 21:17

Operator : JU/SJ

Sample - K1650-15

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6.51 6.51 69.3 ng 3890540 1 6.75 1123400 20.0
Salicyl alcohol 8.45 2.1 ng 145590 2 8.02 1410210 20.0
n-Hexadecanoic acid 11.79 5.4 ng 415606 4 11.25 1533960 20.0
Octadecanoic acid 12.57 2.8 ng 161931 5 13.87 1163900 20.0
Phenol, 4,4"-(1-m... 12.71 4.2 ng 245352 5 13.87 1163900 20.0
1-Heneicosanol 13.73 7.2 ng 418732 5 13.87 1163900 20.0
Hexacosane 14.06 2.3 ng 135690 5 13.87 1163900 20.0
Hentriacontane 14 .36 3.5 ng 206066 5 13.87 1163900 20.0
Heptacosane 14.66 4.0 ng 241797 6 15.28 1198470 20.0
7-Methyl-octadecane 15.74 3.7 ng 219261 6 15.28 1198470 20.0
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