LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 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 5.351 550 555 559 rBY 3197912 3253320 90.52% 9.595%
2 6.375 724 729 732 rBVY 3500870 3380694 94.06% 9.971%
3 6.510 748 752 756 rBVY 3665479 3444081 95.83% 10.158%
4 6.745 788 792 795 rBVY 1122438 1022548 28.45% 3.016%
5 6.898 814 818 822 rBVY 3118967 2658781 73.98% 7.842%
6 7.298 881 886 889 rBVY 2282252 2117934 58.93% 6.247%
7 8.022 1005 1009 1015 rBV 1439278 1278759 35.58% 3.772%
8 8.104 1020 1023 1025 rVB 54434 45042 1.25% 0.133%
9 8.463 1079 1084 1088 rBV 93014 104878 2.92% 0.309%
10 8.728 1125 1129 1132 rVB2 43808 58107 1.62% 0.171%

11 9.057 1182 1185 1188 rVB 124692 106540 2.96% 0.314%
12 9.098 1188 1192 1195 rBV 4276363 3594096 100.00% 10.600%
13 9.192 1204 1208 1212 rBV5 42265 71594 1.99% 0.211%
14 9.486 1255 1258 1261 rBV 291375 266286 7.41% 0.785%
15 9.510 1261 1262 1265 rVB 168027 124681 3.47% 0.368%

16 9.692 1291 1293 1296 rVB 78022 57471 1.60% 0.170%
17 9.769 1302 1306 1313 rBV 1325437 1342741 37.36% 3.960%
18 10.045 1350 1353 1357 rBV2 64747 62623 1.74% 0.185%

19 10.439 1416 1420 1423 rVB 103799 102558 2.85% 0.302%
20 10.551 1435 1439 1446 rBV 2086533 2023825 56.31% 5.969%

21 10.704 1460 1465 1471 rVB 124634 130262 3.62% 0.384%
22 10.922 1499 1502 1505 rVB3 43568 46213 1.29% 0.136%
23 11.163 1540 1543 1548 rVB 64799 74999 2.09% 0.221%
24 11.245 1554 1557 1561 rBV 1212779 1117279 31.09% 3.295%
25 11.786 1645 1649 1659 rBV2 370708 364268 10.14% 1.074%

26 12.451 1759 1762 1766 rBV 60400 65670 1.83% 0.194%
27 12.568 1778 1782 1791 rBV2 130483 171784 4.78% 0.507%
28 12.680 1798 1801 1803 rBV 68851 64649 1.80% 0.191%
29 12.704 1803 1805 1810 rVB2 45942 54787 1.52% 0.162%

30 12.827 1822 1826 1830 rBV 3042652 2894639 80.54% 8.537%

31 13.733 1977 1980 1989 rVB2 177003 211980 5.90% 0.625%
32 13.874 1999 2004 2007 rBV 1282135 1223299 34.04% 3.608%
33 14.062 2033 2036 2038 rBV 90739 85895 2.39% 0.253%
34 14.362 2084 2087 2092 rBV 147350 139532 3.88% 0.412%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 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

35 14.662 2134 2138 2141 rBV 190788 187559 5.22% 0.553%

36 14.980 2188 2192 2197 rBV 209739 233827 6.51% 0.690%
37 15.280 2239 2243 2248 rBV 967092 1177971 32.78% 3.474%
38 15.339 2249 2253 2260 rVB 184429 242875 6.76% 0.716%
39 15.745 2319 2322 2327 rVB 126249 160406 4._46% 0.473%
40 16.215 2399 2402 2408 rVB 82346 140616 3.91% 0.415%

Sum of corrected areas: 33905069
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF112777.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.51 Concentration Rank 1

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

6.51 67.36 ng 3444080 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 752 (6.510 min): BF112777.D (-748) (-) m/z 131.95 100.00%
5000 68
40 %6 J 620 640 6.60 6.80
54 . . . :
Qrer |wsus g o w/z 67.95 42.27%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 IR SR L SRR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.16%
'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
ISR SRS RSN SRR
6.20 6.40 6.60 6.80
5000 67 m/z 65.95  27.41%
41 97
53
Y P
||||“i“||“| \II\IM‘I\I\‘I\ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! T e
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 16.47%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SRS | 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 : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3 Dodecane, 2,7,10-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.33 ng 130262 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 78
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 78
4 Dodecane. 2.6.l11-trimethvl- 212 C15H32 031295-56-4 72
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
Abundance Scan 1464 (10.698 min): BF112777.D (-1460) (-) m/z 57.00 100.00%
57 41
5000
99 113 PUASAUSA NSA LA SN
127 10.40 10.60 10.80 11.00
145
1g5 182 215 m/z 71.05 81.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71
43
5000 LR BN SN S SULE
10,40 10.60 10.80 11.00
29 85 m/z 43.00 58.97%
LAl | 99 113127141155169183197
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 260 280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57
71 AU BN R
43 10.40 10.60 10.80 11.00
5000 m/z 85.05 32.68%
85
29
99 113127
| L “ LT 141155169183197211225239253267282
m/z--> 20 45 60 80 100 120 150 1éo 180 200 220 240 260 280
Abundance #83031: Tridecane, 5-propyl- R R B
57 10.40 10.60 10.80 11.00
43 - m/z 41.00 27 .78%
5000
85
e azn 1088107 o
m/z--> 20 45 60 80 160 120 140 160 1éo 200 220 240 260 280 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 6.52 ng 364268 Phenanthrene-d10 11.24
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 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1650 (11.792 min): BF112777.D (-1645) (-) m/z 73.00 100.00%

73

5000

213

[ay
N
©

207 256 11.40 11.60 11.80 12.00 12.20
m/z 59.95 93.44%

157 171185
43 199

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 7T TSy T T T T

11.40 11.60 11.80 12.00 12.20
m/z 43.00 92.10%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid

o
S
~
®

43 I o e e
11.40 11.60 11.80 12.00 12.20

5000 129 m/z 55.00 77 .04%

143 157 214

| I‘l . I‘I‘I\I e \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

Abundance #84453: Tetradecanoic acid e T B e A
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 57.00 74 .33%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199

m/z--> 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 : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.57 2.81 ng 171784 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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68

Abundance Scan 1782 (12.568 min): BF112777.D (-1778) (-) m/z 73.00 100.00%

57 73

5000

:

185 241
199213

12.20 12.40 12.60 12.80
m/z 43.00 94.78%

143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

s

43 §

5000

12.20 12.40 12.60 12.80
m/z 57.00 89.46%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
51 RIS AR SN UL I
12.20 12.40 12.60 12.80
5000 m/z 59.95 85.33%
i
...,.‘a..‘i‘:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid L B e
73 12.20 12.40 12.60 12.80
43 m/z 55.00 84 .43%
5
- T AMV\/\N\/LW
185 228
7115
‘m lm \N wl 1?3157171 ‘ 199
m/z--> 2IO 4|0 60 8IO 1CI)O 12|O 140 160 1E|30 2CI)O 220 240 ZéO ZEIRO 12. 20 12. 40 12 60 12. 80 I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.47 ng 211980 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1979 (13.727 min): BF112777.D (-1977) (-) m/z 57.00 100.00%
4
5000
ISR N BN BRI UGS
281 328 m/z 55.00 85.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
5000 ISR N SN BN UGS
13.40 13.60 13.80 14.00
29 m/z 83.00 81.90%
167 196 222238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57
97 ISR N BN BN UGS
4 13.40 13.60 13.80 14.00
5000 m/z 43.00 78.61%

125
154 1g2 210 238 0265283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #205392: Trichloroacetic acid, hexadecy! ester R AEmEEEE L
3 13.40 13.60 13.80 14.00

-

69 m/z 97.00 70.77%

5000

125

3

153 196 224
L B
m/z--> 20 40 60 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\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14 .36 2.28 ng 139532 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 10-Methvlnonadecane 282 C20H42 056862-62-5 83
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 2087 (14.362 min): BF112777.D (-2084) (-) m/z 57.00 100.00%

57
i .lllf.. 1 41 168 207927 260 385 397 14.00 14.20 14.40 14.60

N PN/l L S m/z 71.00 63.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane

E

5000 85 S
14,00 14.20 14.40 14.60

m/z 43.00 59.70%

29
LI g 453,04 169 197 225 253 295 323 367
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
5[7
R e N EmER
14.00 14.20 14.40 14.60
5000 m/z 85.10 49 _87%

| | 1118 141 169 195 240

m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane O LA B w2
57 14.00 14.20 14.40 14.60

m/z 55.00 24 .81%

) N
—o©
o)
o

E

5000 85
29 113

I ‘ i 141 169 197 225 253 281 309 337 380

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 : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 7

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

14 .66 3.18 ng 187559 Perylene-d12 15.28

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93

2 Heneicosane 296 C21H44 000629-94-7 91

3 Hexacosane 366 C26H54 000630-01-3 91

4 Tridecane. 3-methvl- 198 C14H30 006418-41-3 87

5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2138 (14.662 min): BF112777.D (-2134) (-) m/z 57.00 100.00%

57
5000 85

14.40 14.60 14.80 15.00

141 169 197
—— l s 11, Lo 109 97218240 269 305 855 m/z 71.10 68.76%
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
5|7
5000 85 TT T[T T T T[T T rrrrrrr1
14.40 14.60 14.80 15.00
0
‘ w1 m/z 43.00 61.83%
SN U0 O ORI M SN
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
e R Eaa s
85 14.40 14.60 14.80 15.00
5000 m/z 85.05 49 .26%
29 113
LU {77, M2 169 107 225 253 296
e T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e RRRES B
57 14.40 14.60 14.80 15.00
m/z 55.00 24 .31%
5000 85
29 113
L i L 77,141 169 197 225 253 295 323 367
— T T T T T T e e R Eaa s
m/z--> 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 : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.98 3.97 ng 233827 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Hexatriacontane 507 C36H74 000630-06-8 83
3 Pentacosane 352 C25H52 000629-99-2 83
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 81
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 74

Abundance Scan 2192 (14.980 min): BF112777.D (-2188) (-) m/z 57.00 100.00%

5000

14.60 14.80 15.00 15.20
m/z 71.00 66.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane

5000 i e o T
14.60 14.80 15.00 15.20

m/z 43.00 59.40%

113 141169 197 225253 281 309 338
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #235973: Hexatriacontane

14.60 14.80 15.00 15.20
5000 m/z 85.00 48 .94%

113141169197 225253 281300337 379 421449477 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #185533: Pentacosane A B o

57 14.60 14.80 15.00 15.20
m/z 55.00 16.59%

5000 85
113
29 []7141169 211239267 205323 352

A A A e e R EEamEmaE A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heneicosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.34 4.12 ng 242875 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 83
3 Tridecane. 7-propvl- 226 C16H34 055045-09-5 83
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
5 Octacosane 394 C28H58 000630-02-4 76

Abundance Scan 2253 (15.339 min): BF112777.D (-2249) (-) m/z 57.00 100.00%
57
5000 85
113 14 15.00 15,20 15.40 15.60
3 ,I. LS Mt 100 205 238 26 295 s 3T ROt oo
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L DR DU B AR
15. oo 15. 20 15.40 15.60
m/z 43.00 55.28%
29 113
vy 1| | 141,169 197 225 253 296
m/z--> 50 100 1%0 260 250 360 3%0
Abundance #83033: Tetradecane, 4-ethyl-
48
15.00 15.20 15.40 15.60
5000 71 m/z 85.00 50.64%
‘ L L% 127 ass 197 g5
m/z--> 55 160 1%0 200 2%0 360 3%0
Abundance #83029: Tridecane, 7-propyl- L BN BLELELEL LN AL
43 15.00 15.20 15.40 15.60
m/z 55.00 20.93%
71
5000
140
‘ 99 183
S I O Y - e —
m/z--> 50 100 150 200 250 300 350 15. 00 15. 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112777.D

Aca On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample : K1645-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.22 2.39 ng 140616 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Octacosane 394 C28H58 000630-02-4 80
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 74
Abundance Scan 2403 (16.221 min): BF112777.D (-2399) (-) m/z 57.00 100.00%
57
13 141 "' 16.00 16.20 16.40 16.60
3 169 196 222 251 277 305 337
399 m/z 71.00 68.48%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 R U SRR BN B
16.00 16.20 16.40 16.60
29 m/z 85.10 55.13%
I| Al | Il || 1:}-3 | 1‘111 . 169 197 225 254
m/z--> §o 160 150 200 2éo 300 3%0
Abundance #124147: 2-Bromotetradecane
57
"' 16.00 16.20 16.40 16.60
5000 85 m/z 43.00 44 _.98%
29
\ ‘113 141 197
I\‘I\I‘IH\IJ tlllllll —_— N —
m/z--> 50 100 150 200 250 300 350
Abundance #59882: Tetradecane N B B !
57 16.00 16.20 16.40 16.60
m/z 99.05 21.87%
5000 85
29
198
.{..l'.iuiulll}%.lé{ll .16.9..‘.... N — R AR s et
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112777.D

Acq On : 28 Feb 2019 22:39

Operator : JU/SJ

Sample - K1645-07

Misc :

ALS Vial : 13 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 67.4 ng 3444080 1 6.75 1022550 20.0
Dodecane, 2,7,10-... 10.70 2.3 ng 130262 4 11.24 1117280 20.0
n-Hexadecanoic acid 11.79 6.5 ng 364268 4 11.24 1117280 20.0
Octadecanoic acid 12.57 2.8 ng 171784 5 13.87 1223300 20.0
1-Heneicosanol 13.73 3.5 ng 211980 5 13.87 1223300 20.0
Hexacosane 14.36 2.3 ng 139532 5 13.87 1223300 20.0
Tetradecane, 2,6,... 14.66 3.2 ng 187559 6 15.28 1177970 20.0
Tetracosane 14.98 4.0 ng 233827 6 15.28 1177970 20.0
Heneicosane 15.34 4.1 ng 242875 6 15.28 1177970 20.0
Octadecane 16.22 2.4 ng 140616 6 15.28 1177970 20.0
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