LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 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-BF071219.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 2.134 3 8 37 rVB 2245969 3356113 73.86% 7.960%
2 5.075 504 508 526 rVB 49372 75415 1.66% 0.179%
3 5.481 573 577 600 rBY 2097124 2394263 52.69% 5.679%
4 6.487 744 748 768 rBVY 1973017 1954184 43.01% 4.635%
5 6.634 768 773 776 rBVY 3347708 3134627 68.99% 7.435%
6 6.857 808 811 815 rBV 949310 819387 18.03% 1.943%
7 7.016 834 838 842 rBVY 3012746 2741200 60.33% 6.502%
8 7.422 902 907 910 rBVY 2290204 2200017 48.42% 5.218%
9 8.139 1025 1029 1047 rBvV 1162127 1042034 22.93% 2.471%
10 9.216 1207 1212 1215 rBVY 4326754 4053114 89.20% 9.613%
11 9.604 1275 1278 1283 rBV 116214 98084 2.16% 0.233%

12 9.892 1323 1327 1343 rVB 1471867 1257784 27.68% 2.983%
13 10.680 1457 1461 1478 rBV 2243546 2119623 46.65% 5.027%
14 11.374 1576 1579 1588 rBV 1304768 1292600 28.45% 3.066%
15 11.898 1663 1668 1683 rBvV2 252186 395839 8.71% 0.939%

16 12.592 1782 1786 1793 rBV4 22486 54473 1.20% 0.129%
17 12.686 1796 1802 1815 rVV 426472 702571 15.46% 1.666%
18 12.963 1844 1849 1852 rBV 4449451 4543658 100.00% 10.777%
19 13.857 1998 2001 2003 rBV 88625 78419 1.73% 0.186%
20 13.898 2003 2008 2021 rvv4 75207 195509 4 _30% 0.464%

21 14.015 2024 2028 2037 rVB 1320404 1216855 26.78% 2.886%
22 14.174 2051 2055 2063 rBV 235870 218707 4.81% 0.519%
23 14.480 2102 2107 2114 rBV 498159 472292 10.39%% 1.120%
24 14.786 2154 2159 2166 rBV 841440 859694 18.92% 2.039%
25 15.121 2211 2216 2225 rBV 1052253 1259258 27.71% 2.987%

26 15.504 2272 2281 2295 rBV2 1247667 2668472 58.73% 6.329%
27 15.762 2323 2325 2331 rVB 39289 53278 1.17% 0.126%
28 15.933 2347 2354 2367 rBV 955713 1581488 34.81% 3.751%
29 16.439 2432 2440 2456 rBvV 505698 972062 21.39% 2.306%
30 17.027 2533 2540 2548 rVB 139285 283061 6.23% 0.671%

31 17.721 2655 2658 2667 rVB3 33002 67996 1.50% 0.161%

Sum of corrected areas: 42162077
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF115834.D

4000000

6.63

3000000 .02

» 13 16 7.42
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Abundance TIC: BF115834.D
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T T T
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Abundance TIC: BF115834.D
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2000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.13 81.92 ng 3356110 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 7 (2.128 min): BF115834.D (-3) (-) m/z 73.00 100.00%
3
5000 J/\‘
43
o5 81 U UL A I I
. | . 2.20 2.30 2.40 2.50
Ot 2 e M/Z 43.00  35.19%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 USRI UL A L I
43 2.20 2.30 2.40 2.50
07 87 m/z 87.00 25.04%
0 "|"J””"??hhj'%?""|"§?H""|"J'|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 U UL A I I
2.20 2.30 2.40 2.50
5000 55 m/z 55.00 24 .05%
L 79 | 97 112 129 }/\‘
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- R A RAEEREEE S
73 2.20 2.30 2.40 2.50
m/z 41.00 11.63%
5000 43
58
0"P'm“”'W*l”l”'W'”'I”'W'”tP'”I'”'P'”I”"P'” USRI UL A I I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.63 Concentration Rank 2

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

6.63 76.51 ng 3134630 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 772 (6.628 min): BF115834.D (-768) (-) m/z 132.00 100.00%
132
5000 68
96 INREPEAREPE SR A S
40 54 28 | 106 J 6.20 6.40 6.60 6.80 7.00
(o} B s m/z 68.00 42 .37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U AR I
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 32.57%
0! 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132
74 620 640 6.60 6.80 7.00
5000 og 16 m/z 66.00 28.96%
0,,,,I,,,,I,,,,‘I‘,‘,,,\MI,,,,I‘uh ,\,\‘I,,h_l,,,l,s?,,,,I,l??,
m/z--> 20 40 60 100 120 140 160 180
Abundance #14132: 1,3,4- Thladlazole—2(3H)—thione, 5-methyl- L
56 132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17.69%
5000
J 15 % 92 |66 76 91101 J
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10
R.T. EstConc Area Relative to ISTD R.T.
11.90 6.12 ng 395839 Phenanthrene-d10 11.37
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1668 (11.898 min): BF115834.D (-1663) (-) m/z 72.95 100.00%
43 73
60
5000 129
7 213 R e e e AR
01115 | 143157171185, 71T, 256 11,60 11.80 12.00 12.20
0 m/z 43.00 88.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 AR B SR SRR SRR
nmnmnmnm
m/z 59.95 77 .89%
| L|TJJ 143157171185199213
Ol
m/z--> 25 Jo 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
5000 m/z 41.00 68.09%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R e B A
60 73 11.60 11.80 12.00 12.20
43 m/z 57.00 65.38%
5000 129
7 185 228
0 | [ | |
mz> 20 - - 50 80" 100 120 140 160 180 200 220 240 260 11'60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5
R.T. EstConc Area Relative to ISTD R.T.
12.69 10.87 ng 702571 Phenanthrene-d10 11.37
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Undecanoic acid 186 C11H2202 000112-37-8 81
Abundance Scan 1803 (12.692 min): BF115834.D (-1796) (-) m/z 73.00 100.00%
43 57 7B
5000 129
143157171 | 199, ,227 12.40 12,60 12.80 13.00
0 m/z 43.00 89.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 7B
5000 129 RN EEEEE ns e
12. 40 12 60 12. 80 13. oo
185 m/z 57.00 78.90%
143,171 241 284
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
48 |78
> AR D R BN
12.40 12.60 12.80 13.00
5000 129 m/z 60.00 78.63%
29
NELEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid EEE e e AR
78 12.40 12.60 12.80 13.00
43 m/z 55.00 66.43%
5
5000 129
185 228
115
1 143 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.90 3.21 ng 195509 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 72
2 Cvcloeicosane 280 C20H40 000296-56-0 58
3 1-Hexadecanol 242 C16H340 036653-82-4 58
4 Cvclopentane. undecvl- 224 C16H32 006785-23-5 49
5 Acetic acid, trifluoro-, undecyl... 268 C13H23F302 053800-01-4 46
Abundance Scan 2008 (13.898 min): BF115834.D (-2003) (-) m/z 83.00 100.00%
55 69 83 97
5000 4
125 L SRR S B SUL
139154 178193 209 13.60 13.80 14.00 14.20
o} m/z 69.00 89 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58280: Cyclotetradecane
55
41 | 69 83
5000 L SRR S BN S

I I I I
13.60 13.80 14.00 14.20
11ﬂ25 m/z 55.00 87.05%

139153168 196

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127768: Cycloeicosane
55
4
6983 IIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 97.00 83.46%
2 125
oL N 139153168182196210224238252
RERaaaE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95980: 1-Hexadecanol R R R
55 69 13.60 13.80 14.00 14.20
41 83 m/z 43.05 63.42%
5000
125
. 2 139154168 196 224

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .17 3.59 ng 218707 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
Abundance Scan 2054 (14.168 min): BF115834.D (-2051) (-) m/z 57.00 100.00%
57
5000 85 ﬂ
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—
3 | | 1113 141 169191211 081 13.80 14.00 14.20 14.40
ol bbb = S — m/z 71.00 72.13%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR A R AR
Bmmmmmmm
m/z 43.00 64 .24%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1éo 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
13.80 14.00 14.20 14.40
5000 85 m/z 85.00 51.14%
. i j I i 111134 141,160 197 225 253 205 323 367
m/z--> éo 160 150 260 2%0 360 350 \
Abundance #185535: Heptadecane, 9-octyl- R e e e N AR
57 13.80 14.00 14.20 14.40
m/z 41.00 24 .08%
5000 85 N“Jwﬂf\“bﬂwwA~lw~h~AV~”Q
oL 3 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> 5'0 1(')0 1éo 2(')0 251;0 3(')0 3&1;0 13. 80 14. oo 14 20 14. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7
R.T. EstConc Area Relative to ISTD R.T.
14.48 7.76 ng 472292 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2107 (14.480 min): BF115834.D (-2102) (-) m/z 57.00 100.00%
g7
85
5000

| 141 169 107 14.20 14.40 14.60 14.80
0...'.,.']. lllﬂl L T S 7 S— m/z 71.05 77.15%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LN L L L L L L L

14.20 14.40 14.60 14.80
m/z 43.00 62.05%

29 113
ol |y |, 141,169 107 225 253 205 323 367
bl = A
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
P
a5 14.20 14.40 14.60 14.80
5000 m/z 85.05 54.80%
29 113
oL L by J | 141 169 197 225 253 296
T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e AR
57 14.20 14.40 14.60 14.80
m/z 55.00 22.27%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
e T o e e = E L S e
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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, 7-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.79 6.44 ng 859694 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
Abundance Scan 2160 (14.792 min): BF115834.D (-2154) (-) m/z 57.00 100.00%
g7
85
5000
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
141 169 14.40 14.60 14.80 15.00 15.20
ol .J, || LA 2197 239 267 295328 "m/z 71.05  76.82%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000
14.40 14.60 14.80 15.00 15.20
m/z 43.00 59.69%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #194493: Hexacosane
g7
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 58.17%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 22 .36%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 1% 200 250 300 350 ' 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.12 9.44 ng 1259260 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2216 (15.121 min): BF115834.D (-2211) (-) m/z 57.00 100.00%
g7
85
5000
J I | d113 141 160 107 225 267 295 337 14.80 15.00 15.20 15.40
ol b b L s B m/z 71.05 77.04%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85

14.80 15.00 15.20 15.40
m/z 43.00 62.18%

113
o 200 || |10, 169 197 225 267 295 365 393
el T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 14.80 15.00 15.20 15.40
5000 m/z 85.05 57.73%
29 113
oL L by J |, 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 #185535: Heptadecane, 9-octyl-
57 14.80 15.00 15.20 15.40
m/z 55.00 23.02%
5000 85
113
ol 3L L 77,141 169 197 P 567 204 303 352
e e e e R B EEEEE TR S
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 4

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

15.93 11.85 ng 1581490 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2353 (15.927 min): BF115834.D (-2347) (-) m/z 57.00 100.00%

57
85
5000
| | | “113 141 169 197 225 253 295 323 15.60 15.80 16.00 16.20
(I U W0 0 Rt e L S B - E— m/z 71.05 76.18%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

15.60 15.80 16.00 16.20
m/z 43.00 59.16%

29 113
oLl J L4241 169 197 225 253 296
e I e B e e e e IR e e e LA I e i o |
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
15.60 15.80 16.00 16.20
5000 85 m/z 85.05 54 .98%
113
N L LT 241 169 197 225 267 205 365 393
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 15.60 15.80 16.00 16.20
m/z 55.00 22.18%
5000 85
29
A NN Y M3 141 169 197 225 253 295 323 367
e e e e L AREREEEEEEE SRR
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF071219.M Tue Jul 30 16:59:58 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.44 7.29 ng 972062 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexadecane, 1-i1odo- 352 C16H331 000544-77-4 90
Abundance Scan 2440 (16.439 min): BF115834.D (-2432) (-) m/z 57.00 100.00%
57
85
5000
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r
J l “113 141 169 197 25 267 300 16.20 16.40 16.60 16.80
VYR 0 5 5 S e SO LA . E— m/z 71.10 74.80%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
16.20 16.40 16.60 16.80
113 m/z 85.05 57 .56%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane k
57
o '~ 16.20 16,40 16.60 16.80
5000 m/z 43.00 55.56%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane B EAERREES e s s
57 16.20 16.40 16.60 16.80
m/z 55.00 22 .08%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367 Lv_,~__ﬂ~.“ )\N _
m/z--> 50 100 150 200 250 300 350 ' 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115834.D

Aca On 29 Jul 2019 16:14

Operator : HP/JU

Sample : K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.12 ng 283061 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2541 (17.033 min): BF115834.D (-2533) (-) m/z 57.00 100.00%
57
85
5000
LRI SUNIIRE SRR SRR S
141 169 16.80 17.00 17.20 17.40
o..-.l,.‘.-..".l.ﬂ.., e m/z 71.00 75.57%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LB SULRLLE B UL B
16.80 17.00 17.20 17.40
\ m/z 85.00 56.19%
29 141
o..l...,....ll.:a
m/z--> 50 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
" 16.80 17.00 17.20 17.40
5000 85 m/z 43.00 55.34%
o 29 | I 1. Jlj3Jlﬂll1§9 197 225 267 295 365 393 va*ﬂ,mv\wwj\mMMN¢-~ﬁmv
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e RARREEE RS
57 16.80 17.00 17.20 17.40
m/z 55.00 20.48%
o T WMA\W
. 2?” i . ”1}311§1‘1§9 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 ' 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072919\
Data File : BF115834.D

Acq On 29 Jul 2019 16:14

Operator : HP/JU

Sample - K4036-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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... 2.13 81.9 ng 3356110 1 6.86 819387 20.0
unknown6.63 6.63 76.5 ng 3134630 1 6.86 819387 20.0
n-Hexadecanoic acid 11.90 6.1 ng 395839 4 11.37 1292600 20.0
Octadecanoic acid 12.69 10.9 ng 702571 4 11.37 1292600 20.0
Cyclotetradecane 13.90 3.2 ng 195509 5 14.02 1216860 20.0
Heneicosane 14.17 3.6 ng 218707 5 14.02 1216860 20.0
Hexacosane 14.48 7.8 ng 472292 5 14.02 1216860 20.0
Eicosane, 7-hexyl- 14.79 6.4 ng 859694 6 15.48 2668470 20.0
2-methyloctacosane 15.12 9.4 ng 1259260 6 15.48 2668470 20.0
Heptacosane 15.93 11.9 ng 1581490 6 15.48 2668470 20.0
Heptadecane, 9-oc... 16.44 7.3 ng 972062 6 15.48 2668470 20.0
Eicosane 17.03 2.1 ng 283061 6 15.48 2668470 20.0
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