LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 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-BF032519_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 5.316 545 549 572 rBV 2938319 3067512 76.67% 8.402%
2 6.351 720 725 742 rBV 3107050 3317987 82.93% 9.088%
3 6.475 742 746 749 rBV 3526006 3146076 78.64% 8.617%
4 6.698 781 784 796 rVB 999050 870458 21.76% 2.384%
5 6.857 807 811 823 rBV 2854634 2463164 61.57% 6.747%
6 7.263 876 880 894 rBV 2074355 2032659 50.81% 5.568%
7 7.981 998 1002 1022 rBV 1128429 1170622 29.26% 3.206%
8 9.057 1181 1185 1197 rBV 3769654 3680447 91.99% 10.081%
9 9.451 1249 1252 1263 rBVY 248052 249069 6.23% 0.682%
10 9.734 1296 1300 1312 rVB 1379619 1339931 33.49% 3.670%

11 10.522 1429 1434 1449 rBV 1947890 2248026 56.19% 6.158%
12 11.210 1547 1551 1563 rBV 1568817 1495031 37.37% 4_.095%

13 11.510 1598 1602 1611 rBV5 21074 45489 1.14% 0.125%
14 11.745 1639 1642 1662 rBvV2 308186 496444 12.41% 1.360%
15 12.422 1753 1757 1759 rBV 47056 43745 1.09% 0.120%

16 12.527 1771 1775 1786 rBV 290180 474605 11.86% 1.300%
17 12.792 1815 1820 1823 rBV 4091655 4000734 100.00% 10.958%

18 12.816 1823 1824 1831 rVB 65801 53083 1.33% 0.145%
19 13.027 1857 1860 1863 rBV 53902 50319 1.26% 0.138%
20 13.369 1913 1918 1920 rVB2 64593 58051 1.45% 0.159%
21 13.692 1970 1973 1976 rBV 93313 84535 2.11% 0.232%

22 13.757 1977 1984 1993 rVV6 73514 261890 6.55% 0.717%
23 13.839 1993 1998 2011 rVB 1553096 1645224 41.12% 4 _.506%
24 14.010 2023 2027 2034 rVB 142252 136958 3.42% 0.375%
25 14.310 2075 2078 2082 rVB 232413 207600 5.19% 0.569%

26 14.604 2122 2128 2132 rBV 339559 359135 8.98% 0.984%
27 14.674 2136 2140 2144 rBV 513004 502274 12.55% 1.376%

28 14.851 2167 2170 2177 rVB 43876 73450 1.84% 0.201%
29 14.916 2177 2181 2185 rBV 419381 442585 11.06% 1.212%
30 15.127 2214 2217 2222 rBV2 30442 40066 1.00% 0.110%

31 15.239 2231 2236 2239 rBV 1041873 1484295 37.10% 4._.066%
32 15.663 2302 2308 2313 rBV 339804 507996 12.70% 1.391%
33 16.121 2380 2386 2401 rBV 184896 357233 8.93% 0.978%
34 16.651 2472 2476 2483 rVB 57777 101641 2.54% 0.278%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 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-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 36508334
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113416.D
4000000

6.47

6.35
3000000 5.32 6.86

7.26
2000000

1000000

. L UL UL

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: BF113416.D

4000000 12,79

3000000

2000000 10.52
11.21

7.98
1000000

9.45 L 11.75 12.53

151 ~E&ﬂ?\w&,ﬂ?&&l&m

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: BF113416.D
4000000

3000000

2000000
13.84

15.24
1000000

140 1492 15.66
14.31 ; : 16.12
37 138 :£ﬁ01 14.85 15.1 16.65

===
Time--> 13.50

T I
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\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 unknown6.47 Concentration Rank 1

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

6.47 72.29 ng 3146080 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.469 min): BF113416.D (-742) (-) m/z 131.95 100.00%
5000 68
0 st |l g P rosus J "ok ok ok ok
gL e L eus N~ m/z 68.00 42.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U R UL U A
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 32.02%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 620 640 660 680
5000 67 m/z 65.95 27.58%
41 97
53
P sl
||||“i“||“|‘||‘|“l‘|‘|“|‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R AR RARE
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 16.57%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
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\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.75 6.64 ng 496444 Phenanthrene-d10 11.21
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1643 (11.751 min): BF113416.D (-1639) (-) m/z 72.95 100.00%

43 60 73
5000 129
213 o) S
14377171185 o0 | 50y 256 11.40 11.60 11.80 12.00

m/z 43.00 90.16%

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 LA L L N L L L L L B

11.40 11.60 11. 80 12.00

m/z 59.95 87.19%
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
11.40 11.60 11.80 12.00
5000 - 129 m/z 57.00 74 .54%
115 171
214
| | T } ‘ 143157 ‘ 185
...,.z..‘,“ %8 S Y W A N—
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R R EE L L e
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 69.95%
5000 129
29
199
143 157171185 242
15 | J
e R ARRR RN T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.53 5.77 ng 474605 Chrysene-di12 13.84
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1775 (12.527 min): BF113416.D (-1771) (-) m/z 43.00 100.00%

48 73
57

3

5000 129
97 115 185 241 R RS
143157171 | 199513207 | 055 284 12.20 12.40 12.60 12.80
m/z 73.00 92.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
7 78

5000 129 I e EEEEE mE
12.20 12.40 12.60 12.80
0
185 a1 o84 m/z 57.00 82.19%
143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

5

SN
w
a
~
-
®

12.20 12.40 12.60 12.80
5000 129 m/z 59.95 82.10%

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

.

Abundance #84453: Tetradecanoic acid ST T T
73 12.20 12.40 12.60 12.80
m/z 55.00 68.13%
43 5
5000 129
185 228
115
1 143157171 ‘
el ﬁ At b e A2 e || SR
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\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 n-Nonadecanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.76 3.18 ng 261890 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 1985 (13.763 min): BF113416.D (-1977) (-) m/z 83.00 100.00%
5000
138154 13.40 13.60 13.80 1400
m/z 43.00 95_.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
55
5000 N U AU B
13.40 13.60 13.80 14.00
29 m/z 57.00 91.63%
168 196 222238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115906: 1-Nonadecene
43 97
69 N USRI B
13.40 13.60 13.80 14.00
5000 m/z 97.00 85.14%
2f | 154 182 210 238 266
m/z--> i&mmmmmmmmmmmmmm
Abundance #166292: Behenic alcohol R EE R E s
55 83 13.40 13.60 13.80 14.00
m/z 55.00 82.98%
5000 1l
29
L 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 13.'40 13.|60 13.|80 14.'00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14 .31 2.52 ng 207600 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2078 (14.310 min): BF113416.D (-2075) (-) m/z 57.00 100.00%

g7

5000 85

-

113 14.00 14.20 14.40 14.60
141 169 197 254

o....|,.1..1. La— 19107 225 24 m/z 71.00 65.33%

m/z--> 50 100 150 200 250 300 350

Abundance #105886: Octadecane

&

5000 85 T Y T
14,00 14.20 14.40 14.60

m/z 43.00 60.61%

29
LU L4 34 369 107 205 254
L . T B e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
I
85 14.00 14.20 14.40 14.60
5000 m/z 85.00 46.52%
29 113
UL LT 141 160 197 205 253 206
A e o L e e B e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T T T T
57 14.00 14.20 14.40 14.60
m/z 55.00 20.30%
h | \\IJLML
29
T || (11 141 169 197 225 253 281 309 337 365 394
B A e B e e e i R
m/z--> 50 100 150 200 250 300 350 14. 00 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .60 4.84 ng 359135 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2127 (14.598 min): BF113416.D (-2122) (-) m/z 57.00 100.00%
57
5000 85 \
13 14.20 14.40 14.60 14.80 15.00
141
ol A d WL T30 207 239267 “hm/z 71.00  63.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 D B R BN
85 Mmmmmmmmmm
29 m/z 43.00 59 .54Y%
Fi Lt 8 141 169 107 225 253 282
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57
I I I I I

14.20 14.40 14.60 14.80 15.00

5000 85 m/z 85.00 46.38%
13 9
29 | [ | 47,169 197 225 253 281 309 337 365 393 422
RN 1 I B A A S At S e R L UL L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane T A BRRREEEEE St
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 20.64%
85
5000
29 113
111 [ | 141 169 197 225 253 296
T T e e R e
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.67 6.77 ng 502274 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl4H24 062951-96-6 80
4 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S 028413-57-2 78
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 2139 (14.668 min): BF113416.D (-2136) (-) m/z 69.00 100.00%
60
5000
41
9 137 14.40 14.60 14.80 15.00
Ol bl L 471,163 189 231 273 341367 | 77 81.00 52.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
60
5000 U AR SUNR SR SR
a 14.40 14.60 14.80 15.00
m/z 41.00 24 .78%
9% 137
L hdl gipy 161 191 231 273 299 341 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14,40 14.60 14.80 15.00
5000 m/z 95.00 13.03%
41
95 137
L b a1y | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- LRI DAL B B B
69 14.40 14.60 14.80 15.00
a m/z 67.95 11.51%
5000
95 123
W e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.92 5.96 ng 442585 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2182 (14.921 min): BF113416.D (-2177) (-) m/z 57.00 100.00%
57
5000 85
13 14,60 14.80 15.00 15.20
141 169
|, I o 19T ez 268 85 m/z 71.00 67.72%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 LU RN IR
14.60 14.80 15.00 15.20
m/z 43.00 59.18%
29 113
|| " I | Il | l14|.1 |1‘69 197 225 268
m/z--> 56 160 1éo 260 250 360 3éo
Abundance #141426: Heneicosane
57
o 14,60 14.80 15.00 15.20
5000 m/z 84.95 51.75%
29 113
L0 L[ 16 107 225 a0
m/z--> 56 160 1éo 260 250 360 3éo
Abundance #194500: Docosane, 11-butyl- R R E s s ARE
57 14.60 14.80 15.00 15.20
m/z 55.00 22.14%
5000 85
3 ‘1} [ J 13 141 4169 2}0“239 267 3?9 336 366
m/z--> 5'0 100 1&'30 200 250 300 35'30 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.66 6.84 ng 507996 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2308 (15.663 min): BF113416.D (-2302) (-) m/z 57.00 100.00%
57
5000 85 / |
LA B BN SUNURN SR
113 15.40 15.60 15.80 16.00
141 169
oAb T 100 107 225 253 g1 a6 3 171700 68.05%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L I B BUMRUN U
mmmmmmmm
m/z 43.00 56.01%
29 113
| | (141,169 197 225 253 295 323 367
m/z--> 55 160 150 260 2%0 300 3%0 '
Abundance #209566: Octacosane
57
' 15.40 15.60 15.80 16.00
5000 g5 m/z 84.95 49 .89%
29
|| (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane B RRREREEE S S s e
57 15.40 15.60 15.80 16.00
m/z 55.00 21.11%
85
29 113
BNy J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 ' 1520 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.12 4.81 ng 357233 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90
Abundance Scan 2386 (16.121 min): BF113416.D (-2380) (-) m/z 57.00 100.00%
g7
13 g4 169 15.80 16.00 16.20 16.40
3 ,J. ll bl 189 197 221289 280 8% | a0 91 00 67.10%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 AR AR AR
15.80 16.00 16.20 16.40
m/z 43.00 56.30%
29 113
mEEy .l | 11,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
g7
o5 15.80 16.00 16.20 16.40
5000 m/z 85.00 51.72%
113
39 | | | | '] M1 109 197 225 253 gm1 309 3%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T T
57 15.80 16.00 16.20 16.40
m/z 55.00 21.59%
5000 85 j\NAWA/\M“V\N/\MAVN&T&N&kMM&
2 1 LU P M 16 107 B9 g7 g04 3 azp || LT e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113416.D

Acq On : 29 Mar 2019 16:30

Operator : JU/SJ

Sample - K2139-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 .47 6.47 72.3 ng 3146080 1 6.70 870458 20.0
n-Hexadecanoic acid 11.75 6.6 ng 496444 4 11.21 1495030 20.0
Octadecanoic acid 12.53 5.8 ng 474605 5 13.84 1645220 20.0
n-Nonadecanol-1 13.76 3.2 ng 261890 5 13.84 1645220 20.0
Octadecane 14 .31 2.5 ng 207600 5 13.84 1645220 20.0
Eicosane 14.60 4.8 ng 359135 6 15.24 1484300 20.0
Squalene 14.67 6.8 ng 502274 6 15.24 1484300 20.0
Nonadecane 14.92 6.0 ng 442585 6 15.24 1484300 20.0
Hexacosane 15.66 6.8 ng 507996 6 15.24 1484300 20.0
Heptadecane, 9-oc... 16.12 4.8 ng 357233 6 15.24 1484300 20.0
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