LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On : 25 Oct 2018 12:45 Instrument :

Operator : JU/SJ ?:'I\:gﬁ't:Sam ol

3§mple - J5618-04 ssgqou}£DH44
isc _

ALS Vial : 5 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-BF102318_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 2.122 4 6 21 rvB 284794 452114 12.19% 1.281%
2 2.334 37 42 50 rvB 354272 479890 12.94% 1.359%
3 5.210 527 531 538 rBY 134344 157322 4.24% 0.446%
4 5.592 591 596 599 rBV 3171285 2910142 78.44% 8.244%
5 6.592 759 766 770 rBV2 2812625 3366254 90.74% 9.536%
6 6.733 786 790 794 rBV 3167737 3173326 85.54% 8.989%
7 6.963 826 829 833 rBv 1089314 1000812 26.98% 2.835%
8 7.122 852 856 859 rBvV 2818786 2434201 65.61% 6.895%
9 7.528 920 925 928 rBV 2098592 2013287 54.27% 5.703%
10 8.251 1043 1048 1051 rBV 1476282 1307853 35.25% 3.705%

11 9.327 1225 1231 1234 rBV 3830586 3709830 100.00% 10.509%
12 9.716 1293 1297 1302 rBV 400513 344789 9.29% 0.977%
13 10.010 1343 1347 1351 rBV 1706531 1467344 39.55% 4_157%
14 10.804 1477 1482 1485 rBV 2094265 2100281 56.61% 5.949%
15 11.504 1597 1601 1604 rBV 1520647 1382549 37.27% 3.916%

16 12.010 1682 1687 1692 rBV 240809 227557 6.13% 0.645%
17 12.715 1803 1807 1812 rBV 32497 38243 1.03% 0.108%
18 12.798 1817 1821 1826 rBV 37529 47537 1.28% 0.135%
19 13.086 1866 1870 1873 rBV 3146563 2860530 77.11% 8.103%
20 13.557 1945 1950 1954 rBV 86049 128188 3.46% 0.363%

21 13.639 1960 1964 1967 rVB2 51850 58702 1.58% 0.166%
22 13.968 2016 2020 2033 rBV 233955 260183 7.01% 0.737%
23 14.145 2046 2050 2054 rBV 867297 827542 22.31% 2.344%
24 14.286 2070 2074 2081 rVB 167912 159332 4._.29% 0.451%
25 14.592 2121 2126 2135 rBV 360086 373859 10.08% 1.059%

26 14.915 2175 2181 2188 rBV 533107 627999 16.93% 1.779%
27 15.268 2235 2241 2249 rBV 599135 741357 19.98% 2.100%
28 15.674 2303 2310 2319 rBV 1099501 1512721 40.78% 4._.285%
29 16.133 2381 2388 2395 rBvV 362536 560070 15.10% 1.587%
30 16.198 2395 2399 2406 rVBS8 18206 38569 1.04% 0.109%

31 16.668 2472 2479 2488 rBV 155009 291936 7.87% 0.827%

32 17.297 2581 2586 2595 rVB3 51190 107796 2.91% 0.305%
33 17.850 2673 2680 2690 rVB3 49355 140091 3.78% 0.397%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 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-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 35302206
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110156.D

3500000
5.59 6.73

3000000 6.59 7.12

2500000

7.53
2000000

1500000

6.96
1000000

500000¢.12 2.33

KT\A. 5.21

0 e o L T L

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: BF110156.D

3500000
13.09

3000000

2500000

10.80

2000000
10.01

1500000 8.25 11.50

1000000

500000 9.72
12.01
t J\ - N 1212280

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: BF110156.D

3500000
3000000
2500000
2000000

1500000
15.67

1000000 14.14
1492 1527
500000 14.59 J\v 16.13

13.97
%64 | 14.29 A‘ AA,20 16,67 1730 17.85

Time--> 13 50 14.00 14.50 15. OO 15. 50 16. OO 16.50 17.00 17. 50 18 00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\
Data File : BF110156.D

Acq On : 25 Oct 2018 12:45

Operator : JU/SJ

Sample : J5618-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.33 9.59 ng 479890 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 41 (2.328 min): BF110156.D (-37) (-) m/z 73.05 100.00%
7B
5000 43
55 87
a7 67 | 220 240 2.60 '
S YA NN U A N m/z 43.05 41.72%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 S
43 220 240 2.60
55 87 m/z 55.00 28.98%
?9 35 || 67 |
miz--> ) 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- /\;
7B
N P S
220 240 2.60
5000 m/z 87.05 24 .99%
43
2 15 29 36 || 5359 66 | 88
miz--> ) 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- —
7B 220 240 2.60
m/z 41.00 13.63%
5000
45
29
‘ 3‘9“\ ® 67 | 101
miz--> ) 10 20 30 40 50 60 70 80 90 100 220 240 260
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SSSI-1018-S-DH-14
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 13

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

5.21 3.14 ng 157322 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 531 (5.210 min): BF110156.D (-527) (-) m/z 42.95 100.00%
43
59
5000
101 SRR RS LR R
53 83 | 480 5.00 5.20 5.40 5.60
e e o S m/z 59.10 56.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S UL LR
480 5.00 5.20 5.40 5.60
59 m/z 101.10 18.91%
21 37, 53,|| 67 77 83 o1 ,101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540 5.60
5000 m/z 58.00 15.34%
29 101
15 Y 51 ||| 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- LS LN LN LN N
59 480 5.00 5.20 5.40 5.60
m/z 41.00 8.41%
41
5000
86
51 Ly ?\9 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 1

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

6.73 63.42 ng 3173330 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 789 (6.728 min): BF110156.D (-786) (-) m/z 132.00 100.00%
5000 68
IS SR UL S
6.40 6.60 6.80 7.00
B E e m/z 68.10 43.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR SRR LA
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.84%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
SRS SRR SRR SRR
6.40 6.60 6.80 7.00
5000 m/z 66.00 27 .41%
33 44 o 105 ‘
---‘-.-‘-‘--ekq--‘--g.o----‘.-“-?1-5.-- |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R Ema  REmanmEE S S
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 17.38%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN | WY 1 SN
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.01 3.29 ng 227557 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1687 (12.010 min): BF110156.D (-1682) (-) m/z 73.00 100.00%
48 60 73
5000 129
| 11/60 11.80 12.00 12.20 12.40
SN m/z 43.05 99.58%
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 AR AR B
nmnmnmnmnm
m/z 60.00 93.32%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11/60 11.80 12.00 12.20 12.40
5000 129 m/z 57.10 78.13%
29
5 | ||
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 L\,WA\NNM_hA,,
Abundance #39474: n-Decanoic acid P PR T T
60 73 11.60 11.80 12.00 12.20 12.40
m/z 54.95 76.29%
129
5000
87
A f?liTs R m-~ﬂ\AwM.NJL~wW-~w~m-
miz--> '"z"""""""'s'd"1'66"1'56"1’216' 180 150 200 250 240 240 | | 1160 1180 1200 1220 1240
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 9-Octadecenamide, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.56 3.10 ng 128188 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 90
2 Tetradecanamide 227 C14H29NO 000638-58-4 53
3 Dodecanamide 199 C12H25N0 001120-16-7 53
4 Octanamide 143 C8H17NO 000629-01-6 50
5 Methyl 17-methoxy-10-methoxycarb... 386 C22H4205 1000110-20-7 43
Abundance Scan 1951 (13.562 min): BF110156.D (-1945) (-) m/z 59.00 100.00%
50
5000 J\f\J\
41
e
83 981121264 40154 13.20 13.40 13.60 13.80
e 0 { m/z 72.00  59.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
50
A
5000 41 SRR AN UL BN B
13.20 13.40 13.60 13.80
81 m/z 55.00 43.07%
2 98112126140154 170184108 221 238 264 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83609: Tetradecanamide
50
13.20 13.40 13.60 13.80
5000 m/z 41.10 28.25%
28 \h W %6100114128 149 170184198 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60440: Dodecanamide L B
50 13.20 13.40 13.60 13.80
m/z 43.00 22 .66%
5000
28 43
o B, 100114128142156170 199
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\
Data File : BF110156.D

Acq On : 25 Oct 2018 12:45

Operator : JU/SJ

Sample : J5618-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 8 Triacontyl heptafluorobutyrate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.97 6.29 ng 260183 Chrysene-d12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 91
2 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 91
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
5 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
Abundance Scan 2020 (13.968 min): BF110156.D (-2016) (-) m/z 57.05 100.00%
g7
T AA\_JLL
VNI BRI U
13.60 13.80 14.00 14.20
141
....,....,.l.J-.n. e || M/Z 43.05  76.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241861: Triacontyl heptafluorobutyrate
g7
97
5000 UM LA UL SR
13.60 13.80 14.00 14.20
20 m/z 55.05 58.29%
26 P;‘ 181 222 264 320 362 420 465 616
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #240356: Hexacosy! heptafluorobutyrate
57
97 13.60 13.80 14.00 1420
5000 m/z 71.05 55.04%
26 P;A }81 222 264 307 364 409 560
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235928: Octacosyl trifluoroacetate ST T T T
57 13.60 13.80 14.00 14.20
m/z 83.05 45_31%
97
5000
39
26) le 181 222 264 306336 392 437 488
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.29 3.85 ng 159332 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Hexatriacontane 507 C36H74 000630-06-8 83

Abundance Scan 2075 (14.292 min): BF110156.D (-2070) (-) m/z 57.10 100.00%

g7

5000 85 / \
_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'_

113 14.00 14.20 14.40 14.60
141 169 207225 270 : : : :
l-.luLd,ﬂuLw,n-...,n... - e m/z 71.10 68.25%
m/z--> 50 100 150 200 250 300 350

Abundance #202662: Heptacosane
57
5000

85 14.00 14.20 14.40 14.60
m/z 43.05 62.86%

29
7| | 4118 141 169 197 225 253 281 323 351 380
A e e e e T o e L e e e o e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
R R A RARE SRR
14.00 14.20 14.40 14.60
5000 85 m/z 85.05 51.07%
113
20 | | 141 169 197 225 253 205 366
A e e e e IR e e LA S B s o o B B
m/z--> 50 100 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl-
43 14.00 14.20 14.40 14.60
m/z 55.00 21.58%
71
5000
99 210
\.}J | i, 127 155 182 " 239 267 296 323
— e e R B o R N 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\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Tricosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .59 9.04 ng 373859 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane 310 C22H46 000629-97-0 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2126 (14.592 min): BF110156.D (-2121) (-) m/z 57.05 100.00%

57
5000 85 }L

113 L B e B e
I 141 169 197 239 267 324 14.20 14.40 14. 60 1480 1500

0 ...L,.lJ.h: (M9 197 289 267 84 m/z 43.05 59.89%

m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
85

5000 R
14 20 14. 40 14. 60 14. 80 15. 00

m/z 71.10 59.76%

113 324
141 169
—— l,'.l.‘.{ L J%?Z:. e ?57.%9?. A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

85 14.20 14.40 14.60 14.80 15.00

5000 m/z 85.05 45.85%
29 113
PU Ly )7 141 169 197 225 253 296
e I e B e e e IR A e e e o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 14.20 14.40 14.60 14.80 15.00

m/z 55.00 22.47%

5000 g5
29
DL M8 141 169 197 225 253 281 309 337 365 394

II‘IIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII

T
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .92 8.30 ng 627999 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Docosane 310 C22H46 000629-97-0 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2182 (14.921 min): BF110156.D (-2175) (-) m/z 57.10 100.00%
g7
5000 85

141 169 14.60 14.80 15.00 15.20
|I ll-' P AT 2s e | m/z 71.05 62.84%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
14.60 14.80 15.00 15.20
- m/z 43.05 56.82%
| T 141 169 197 225 253 281 309 337 365 394
e B e o o i B o e e e LA B A i s o
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
T T T T
14.60 14.80 15.00 15.20
5000 m/z 85.10 47 .57%
85
29
Dl J 13 141 169 197 225 253 281 323 351 380
L e e e T e o e LA B A e o B B e o e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.60 14.80 15.00 15.20
m/z 55.05 22.61%
5000 85
113
29 ] UL 141169 197 225 267 295 365 393
A e s o o LA H e e e e R RS e s
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.27 9.80 ng 741357 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2241 (15.268 min): BF110156.D (-2235) (-) m/z 57.05 100.00%
57
5000 85
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
113 15.00 15.20 15.40 15.60
141
e 07205253 20 nz 7110 62.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
15.00 15.20 15.40 15.60
m/z 43.10 59.70%
29
| I J / J1$1I169 197 225 253 296
m/z--> éo 100 1éo 260 250 300 3%0 460
Abundance #105885: Octadecane
57
15,00 15.20 1540 15.60
5000 85 m/z 85.10 49 .91%
29
VL M8 141 169 197 205 254
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane
57 15.00 15.20 15.40 15.60
m/z 55.05 21.72%
5000 85
113 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 15'00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.13 7.40 ng 560070 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2388 (16.133 min): BF110156.D (-2381) (-) m/z 57.05 100.00%
57 q
5000 85
NSNS IR B
113 141 15.80 16.00 16.20 16.40
Y ll L 109197 225 263 295 | m/z 71.10 58.29%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
15.80 16.00 16.20 16.40
m/z 43.05 55.72%
29 13 14
| . Iy J N 1169 197 225 253 296
m/z--> 55 100 1éo 260 250 360 3éo
Abundance #202662: Heptacosane
57
15.80 16.00 16.20 16.40
5000 m/z 85.10 44 _30%
85
201 J (113 141 169 107 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #185533: Pentacosane ST TR T
57 15.80 16.00 16.20 16.40
m/z 55.05 20.20%
113
29| | || \ | 1 169189211 239 267 205 3p3 352
m/z--> 55 100 150 200 250 360 3éo 15%0 1&00 1650 1&40 '
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

ﬁ?ggle i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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 14 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.67 3.86 ng 291936 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2479 (16.668 min): BF110156.D (-2472) (-) m/z 57.10 100.00%
57
2% T \/\/—/\M
113 16,40 16.60 16.80 17.00
155 : : : :
L et 25 aer R0 b4 65
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LR U SULRLN I BN
16,40 16.60 16.80 17.00
m/z 43.05 56.42%
29 113
| | (141,169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57
16,40 16.60 16.80 17.00
5000 g5 m/z 85.10 50.42%
29
|| (11 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #202661: Heptacosane I AR
57 16.40 16.60 16.80 17.00
m/z 55.05 21.73%
- 1 I\WW’\"\J\V\W
29 113
0L 77,141 169 197 225 253 281 309 337 380
m/z--> 50 100 1% 2& 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\BF102518\

Data File : BF110156.D

Acq On - 25 Oct 2018 12:45

Operator : JU/SJ

3?22'6 i J5618-04 SSSI-1018-S-DH-14
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.33 9.6 ng 479890 1 6.97 1000810 20.0
2-Pentanone, 4-hy... 5.21 3.1 ng 157322 1 6.97 1000810 20.0
unknown6.73 6.73 63.4 ng 3173330 1 6.97 1000810 20.0
n-Hexadecanoic acid 12.01 3.3 ng 227557 4 11.50 1382550 20.0
9-Octadecenamide, ... 13.56 3.1 ng 128188 5 14.14 827542 20.0
Triacontyl heptaf... 13.97 6.3 ng 260183 5 14.14 827542 20.0
Heptacosane 14.29 3.9 ng 159332 5 14.14 827542 20.0
Tricosane 14.59 9.0 ng 373859 5 14.14 827542 20.0
Octacosane 14.92 8.3 ng 627999 6 15.67 1512720 20.0
Heneicosane 15.27 9.8 ng 741357 6 15.67 1512720 20.0
Pentacosane 16.13 7.4 ng 560070 6 15.67 1512720 20.0
Hexacosane 16.67 3.9 ng 291936 6 15.67 1512720 20.0
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