LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117467.D

Aca On : 22 Oct 2019 00:15

Operator :© JU

Sample - K5453-01

Misc :

ALS Vial : 20 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-BF101819.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 5.351 551 555 574 rBVY 1093178 1128492 68.86% 9.009%
2 6.381 726 730 747 rBV 1291969 1261666 76.98% 10.072%
3 6.504 747 751 757 rBVY 1507652 1288720 78.63% 10.288%
4 6.734 786 790 804 rBV 247371 241659 14.75% 1.929%
5 6.887 812 816 831 rBVY 1138538 972403 59.33% 7.763%
6 7.298 882 886 906 rBV 816961 777108 47 .42% 6.204%
7 8.010 1004 1007 1031 rBV 299789 317430 19.37% 2.534%
8 9.086 1186 1190 1193 rBV 1854398 1510082 92.14% 12.055%
9 9.480 1254 1257 1267 rBV 188338 153322 9.36% 1.224%
10 9.763 1301 1305 1318 rBV 437391 373279 22.78% 2.980%

11 10.551 1436 1439 1454 rBV 890849 907197 55.35% 7.242%
12 11.251 1554 1558 1566 rBV 353363 400042 24.41% 3.194%

13 11.486 1593 1598 1603 rBV9 16410 36605 2.23% 0.292%
14 11.780 1645 1648 1654 rBV2 65602 72768 4.44% 0.581%
15 12.563 1778 1781 1787 rBV7 18051 33492 2.04% 0.267%

16 12.833 1822 1827 1830 rBV 1793645 1638899 100.00% 13.084%
17 13.727 1975 1979 1997 rVB 146634 272700 16.64% 2.177%
18 13.892 2003 2007 2015 rBV 309681 336908 20.56% 2.690%

19 14.045 2029 2033 2036 rBv 33616 31810 1.94% 0.254%
20 14.345 2081 2084 2089 rBV 53987 57848 3.53% 0.462%
21 14.645 2131 2135 2139 rVB 73538 77246 4.71% 0.617%
22 14.957 2184 2188 2192 rBV 78133 80816 4_.93% 0.645%
23 15.315 2244 2249 2262 rVB 272885 370183 22.59% 2.955%
24 15.721 2313 2318 2323 rVB2 45724 61508 3.75% 0.491%
25 15.780 2323 2328 2341 rBvVS 18438 62041 3.79% 0.495%
26 16.186 2391 2397 2401 rBV 21366 38973 2.38% 0.311%
27 16.733 2481 2490 2499 rBvV4 9446 23181 1.41% 0.185%
Sum of corrected areas: 12526378
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117467.D

Aca On : 22 Oct 2019 00:15

Operator : JU

Sample . K5453-01

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF117467.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117467.D

Aca On : 22 Oct 2019 00:15

Operator :© JU

Sample - K5453-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown6.50 Concentration Rank 1

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

6.50 106.66 ng 1288720 1,4-Dichlorobenzene-d4 6.73
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 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 750 (6.498 min): BF117467.D (-747) (-) m/z 132.00 100.00%
5000 68
© o llrale | o5 o ok obo
ol A8 s~ m/z 68.10 46.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 BRI S
6.20 6.40 6.60 6.80
31 51 78 m/z 66.00 31.11%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80
5000 og 116 m/z 134.00 30.45%
o I,,,,I,,,‘,‘I‘,_,‘,\nl,ffﬂ,,Imm,\,\‘l,,h_l,,,l,s?,,,,l,lfs?,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e  EERE e
132 6.20 6.40 6.60 6.80
m/z 69.05 19.75%
117
5000
39 91
7 LG e | oy
0||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l"||||||||||||||||
m/z--> 20 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\BF102119\
Data File : BF117467.D

Aca On : 22 Oct 2019 00:15

Operator :© JU

Sample - K5453-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 3.64 ng 72768 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 50
3 Pentadecanoic acid 242 C15H3002 001002-84-2 47
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 1648 (11.780 min): BF117467.D (-1645) (-) m/z 73.00 100.00%
73
43 60
5000

11.40 11.60 11.80 12.00

0 m/z 60.00 69.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
I
5000 129 [Trrr[rrrir[prrrrprrrorm

11.40 11.60 11.80 12.00
m/z 43.05 61.39%

213
143 157171185 199

.y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43 A B b
11.40 11.60 11.80 12.00
5000 129 m/z 41.10 60.40%
29 185 228
‘ T7 01115 143157171 ‘ 199
SR 0 0 s Wl . T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A B b
43 60 73 11.40 11.60 11.80 12.00
m/z 57.10 56.94%
5000 129
29
199
143 157171 185 242
15 | J
Ol S

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\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117467.D

Aca On : 22 Oct 2019 00:15

Operator :© JU

Sample - K5453-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 16.19 ng 272700 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 n-Pentadecanol 228 C15H320 000629-76-5 87
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 87
5 1-Hexadecanol 242 C16H340 036653-82-4 83

Abundance Scan 1979 (13.727 min): BF117467.D (-1975) (-) m/z 83.05 100.00%

5000

:

13.40 13.60 13.80 14.00
m/z 57.05 99.22%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane

97

SN

=
a
~

5000

13.'40 13.|60 13.I80 14.'00
125 m/z 69.10 97 .98%

154 180196 224 9251 269

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
55 83
T
13.40 13.60 13.80 14.00
5000 m/z 43.05 90.61%
29
0 Lol 167 196 224 252 280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84606: n-Pentadecanol R R maaEE
41 83 13.40 13.60 13.80 14.00
m/z 97.10 86.71%
5000
139155 182 oqp
o T
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\BF102119\
Data File : BF117467.D

Aca On : 22 Oct 2019 00:15

Operator :© JU

Sample - K5453-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.34 3.43 ng 57848 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2083 (14.339 min): BF117467.D (-2081) (-) m/z 57.05 100.00%
57
85
5000
‘ L, ﬂos 1ﬁ7 1‘|‘9 215 281 3% 14.00 14.20 14.40 1460
0 SN Y N AN m/z 71.10 77.11%
m/z--> 50 1 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 R B A AR AR

14. OO 14. 20 14.40 14.60

29 m/z 43.05 70.81%
oL Lk ﬂ | 1141 169 197 225 253 281 309 337 365 394
Ll , e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57
e o R m e
85 14.00 14.20 14.40 14.60
5000 m/z 85.05 64.72%
113 140 168
0 | Ll A' l’ H d 1 I 211 238 267
L s B e L L e A e o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L o B I L
57 14.00 14.20 14.40 14.60

m/z 41.00 32.30%
85

- ﬁkAﬂvA“wMumkqﬂﬂwwﬂmMJ
29 [ 1731141 hAﬁww

Lk J ‘169 197 225 253 296
oy I e S e T o o B I |

T
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\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117467.D

Aca On : 22 Oct 2019 00:15

Operator :© JU

Sample - K5453-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .64 4_.17 ng 77246 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 2-methvltetracosane 352 C25H52 1000376-72-6 80
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Triacontane 422 C30H62 000638-68-6 80
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 2134 (14.639 min): BF117467.D (-2131) (-) m/z 57.05 100.00%
57
85
5000
113 a0 1460 1420 1500
141 169 207 14.40 14.60 14.80 15.00
o....|,~. Al S A e m/z 71.10 83.49%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L B IR BRI B

14.40 14.60 14,80 15.00
m/z 43.10 71.93%

29 113
o |‘| .| ]1 Lo 141,169 197 225 253 205 323 367
—— ., R e e e B R B
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
57
T
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 71.61%
29 113
ol | } |7 e 169 197 225 253 309 337
e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57 14.40 14.60 14.80 15.00
m/z 55.10 29.40%
5000 85
29 } 113 169
N 8 0 . - RN
m/z--> 50 100 150 200 250 300 350 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117467.D

Aca On : 22 Oct 2019 00:15

Operator :© JU

Sample - K5453-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .96 4_.37 ng 80816 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2189 (14.962 min): BF117467.D (-2184) (-) m/z 57.05 100.00%
57
5000
14,60 14.80 15.00 15.20
(o} m/z 71.05 84 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 UL U SN B
14.60 14.80 15.00 15.20
4 s m/z 85.10 68.21%
o 6 | i J [, 141 169 197 225 253268 296
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 220 240 260 2§o 300
Abundance #117646: Octadecane, 2-methyl-
57
14.60 14.80 15.00 15.20
5000 4 85 m/z 43.10 62.20%
0 H‘ Ll u‘ 1}3 | 1‘\11 L 169 197 2%5 253
m/z--> ﬁo 45 éo 85 160 150 150 1é0 180 200 220 240 260 2§o 300
Abundance #83026: Hexadecane L B AR RS Ea R
57 14.60 14.80 15.00 15.20
m/z 55.00 25.33%
5000 4 85
0 ‘\ | T 1:}3 1 141 : 169 197 22\6
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 220 240 2éo 2§o 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117467.D

Aca On : 22 Oct 2019 00:15

Operator :© JU

Sample - K5453-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.32 ng 61508 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2318 (15.721 min): BF117467.D (-2313) (-) m/z 57.10 100.00%
g7
85
5000
113 TE A0 15 R0 15 R0 1800
141 169 15.40 15.60 15.80 16.00
o...l,.-.J.'“,.l|."..',-.-...,2°.8...,..2?1. | m/z 71.05 82.09%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
g7
5000 85

15.40 15.60 15.80 16.00
m/z 85.05 59.72%

29
LT “1}3,1§1‘169 197 225 253 205 323 367
crld oy e e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.05 58.20%
2 13 141
0 ey ﬂ 169 197 225 253 281 309 337 365 394
Al T e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane e e Aan
57 15.40 15.60 15.80 16.00
m/z 55.00 24 _76%
5000 85
113
o 29| ‘ J‘ H (141 169 197 225 267 295 365 393
o L Bt P LSBT 7 N Sl R B o o ST
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117467.D

Aca On : 22 Oct 2019 00:15

Operator :© JU

Sample - K5453-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 17-Pentatriacontene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.78 3.35 ng 62041 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 80
2 l1-Hentetracontanol 593 C41H840 040710-42-7 64
3 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 50
4 1-Heptacosanol 396 C27H560 002004-39-9 47
5 Octacosanol 410 C28H580 000557-61-9 43
Abundance Scan 2328 (15.780 min): BF117467.D (-2323) (-) m/z 57.05 100.00%
57 97
5000
35 191 LSRN PR DAL UM I
15.40 15.60 15.80 16.00
ok m/z 97.05 95.12%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance #234186: 17-Pentatriacontene
57
97
5000

15.40 15.60 15.80 16.00
m/z 43.00 76.63%

181 223 267 306336 376406 447 490

Oty
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontanol
57
R R ERAREEEEE RS R )
97 15.40 15.60 15.80 16.00
5000 m/z 55.00 72.59%

18
n } l [139 181 223 278 320 362 404 446 488518 572

ol s o e P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238204: Tricosyl heptafluorobutyrate AR
57 15.40 15.60 15.80 16.00
m/z 69.10 71.29%
97
5000
o2, l P39169 208238 278 322 367 518
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117467.D

Aca On : 22 Oct 2019 00:15

Operator :© JU

Sample - K5453-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Sulfurous acid, butyl tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.11 ng 38973 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 78
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 72
3 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 72
4 Hexatriacontane 507 C36H74 000630-06-8 72
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 2398 (16.192 min): BF117467.D (-2391) (-) m/z 71.10 100.00%
57 7
85
43
5000
9 113 207
| | | 281 15.80 16.00 16.20 16.40 16.60
T | m/z 57.10 98.87%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #172308: Sulfurous acid, butyl tetradecy! ester
57
5000 71
43 85 15.80 16.00 16.20 16.40 16.60
29 m/z 85.10 67 .83%
ot b e e 197 o aag
mz-> 20 45 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43
57
= 15.80 16.00 16.20 16.40 16.60
5000 85 m/z 43.00 56.91%
0 > “\ ‘\ ‘\ ?\ 3127141 le8 7 231 261
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43 15.80 16.00 16.20 16.40 16.60
57 m/z 69.00 34 .50%
5000 71
85
LT ‘\ ‘\ [ | 321310 169 203 233
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 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\BF102119\
Data File : BF117467.D

Acq On : 22 Oct 2019 00:15

Operator : JU

Sample - K5453-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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 .50 6.50 106.7 ng 1288720 1 6.73 241659 20.0
n-Hexadecanoic acid 11.78 3.6 ng 72768 4 11.25 400042 20.0
Trifluoroacetoxy ... 13.73 16.2 ng 272700 5 13.89 336908 20.0
Octacosane 14 .34 3.4 ng 57848 5 13.89 336908 20.0
Hexacosane 14 .64 4.2 ng 77246 6 15.32 370183 20.0
Heneicosane 14.96 4.4 ng 80816 6 15.32 370183 20.0
2-methyloctacosane 15.72 3.3 ng 61508 6 15.32 370183 20.0
17-Pentatriacontene 15.78 3.4 ng 62041 6 15.32 370183 20.0
Sulfurous acid, b... 16.19 2.1 ng 38973 6 15.32 370183 20.0
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