LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117559.D

Aca On : 28 Oct 2019 14:16

Operator :© JU

Sample : K5501-07

Misc :

ALS Vial : 5 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 5.351 552 555 576 rBV 715720 860089 78.91% 9.773%
2 6.381 726 730 747 rBV 878569 960678 88.14% 10.916%
3 6.504 747 751 764 rVB 1011615 988020 90.65% 11.227%
4 6.728 786 789 799 rVB 229248 221763 20.35% 2.520%
5 6.881 811 815 828 rBV 822386 731070 67.08% 8.307%
6 7.292 881 885 903 rBV 528560 579211 53.14% 6.581%
7 8.010 1003 1007 1023 rBV 244906 286725 26.31% 3.258%
8 9.081 1185 1189 1202 rBV 1264069 1089900 100.00% 12.384%
9 9.481 1253 1257 1270 rBB 98611 98910 9.08% 1.124%
10 9.757 1301 1304 1316 rBV 361744 336297 30.86% 3.821%

11 10.551 1436 1439 1453 rBV 546608 575722 52.82% 6.542%
12 11.245 1554 1557 1566 rBV 316629 323424 29.67% 3.675%

13 11.775 1644 1647 1661 rBvV2 29731 35549 3.26% 0.404%
14 12.698 1798 1804 1810 rBvV 14918 16525 1.52% 0.188%
15 12.827 1822 1826 1829 rBV 1101963 968204 88.83% 11.001%
16 13.727 1974 1979 1987 rBvV3 42183 70833 6.50% 0.805%
17 13.892 2003 2007 2018 rBvV 217545 230258 21.13% 2.616%
18 14.039 2026 2032 2035 rBvV 13572 12989 1.19% 0.148%
19 14.345 2080 2084 2087 rBvV 21846 21406 1.96% 0.243%
20 14.639 2131 2134 2138 rBV 36263 33641 3.09% 0.382%
21 14.710 2143 2146 2149 rVB 38526 33150 3.04% 0.377%
22 14.957 2184 2188 2193 rVB 39144 42680 3.92% 0.485%
23 15.327 2244 2251 2259 rVB 153906 236265 21.68% 2.685%
24 15.715 2313 2317 2322 rVB2 21670 29657 2.72% 0.337%
25 16.180 2392 2396 2400 rBV4 15301 17794 1.63% 0.202%
Sum of corrected areas: 8800760
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

- Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
- BF117559.D

- 28 Oct 2019 14:16

- Ju

- K5501-07

5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

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

= C:\DATABASE\NIST11.L
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117559.D

Aca On : 28 Oct 2019 14:16

Operator :© JU

Sample : K5501-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1

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

6.50 89.11 ng 988020 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 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 750 (6.498 min): BF117559.D (-747) (-) m/z 132.00 100.00%
5000 68
40 54 % J 620 6.40 6.60 6.80
o Qe s N "w/Z 68.10 45.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 31.49%
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 66.00 29.39%
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 N
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T T
132 6.20 6.40 6.60 6.80
m/z 69.05 18.89%
117
5000
39 91
7 LG e | oy
0 ||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l“:luuuuluuuuluuuu
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\BF102819\
Data File : BF117559.D

Aca On : 28 Oct 2019 14:16

Operator :© JU

Sample : K5501-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Undecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.20 ng 35549 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 Dodecanoic acid 200 C12H2402 000143-07-7 59
3 .beta.-D-Mannofuranoside. 1-0-(1... 332 C17H3206 1000155-29-9 22
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 18
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 18
Abundance Scan 1646 (11.769 min): BF117559.D (-1644) (-) m/z 73.00 100.00%
73
a2
5000
87 115129 I I "I I
| 17 102 213 11.40 11.60 11.80 12.00
O prerepb— ey m/z 57.00 75.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50051: Undecanoic acid
60
5000 43
11.40 11.60 11.80 12.00
29 129143 m/z 60.00 72.61%
l | 101115 | | 157,186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61122: Dodecanoic acid
73
1140 1160 11.80 1200
m/ 41.10 68.14Y%
5000 43 129 z 0
7 101115 o7
‘ T 101 143 | 171,200
N ' |V W M -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #170641: .beta.-D-Mannofuranoside, 1-O-(10-undecenyl)-
73 11.40 11.60 11.80 12.00
m/z 43.10 65.10%
55
5000 a1
7
01
ol 2 110,51195.163 181 507 225 254271
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117559.D

Aca On : 28 Oct 2019 14:16

Operator :© JU

Sample : K5501-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 1-Hexacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 6.15 ng 70833 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 l1-Heptacosanol 396 C27H560 002004-39-9 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1979 (13.727 min): BF117559.D (-1974) (-) m/z 83.10 100.00%
5000
|139 007 13.40 13.60 13.80 14.00
olr— L1 S S A m/z 57.05 96.92%
m/z--> 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
48
5000
13.40 13.60 13.80 14.00
18 1 m/z 97.10 86.62%
o | ,139 168 196 224 252 278 308 336 364
m/z--> 50 oo 1%0 260 2%0 360 3%0
Abundance #210517: 1-Heptacosanol
57 97
13.40 13.60 13.80 14.00
5000 m/z 69.00 85.28%
125
o 29 ‘ i L h1?3“181 209 236 264 292 320 350 378
m/z--> 55 100 150 260 250 360 3%0
Abundance #186969: n-Tetracosanol-1
43 13.40 13.60 13.80 14.00
m/z 55.00 73.06%
5000 83
18 111
0 [ J[ L | 140 168 196 233 266 308 336
m/z--> 5'0 1(')0 1%0 2(')0 251;0 3(')0 3&1;0 13 I40 13. 60 13|80 14'00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117559.D

Aca On : 28 Oct 2019 14:16

Operator :© JU

Sample : K5501-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 10-Methylnonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.64 2.85 ng 33641 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 90
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2134 (14.639 min): BF117559.D (-2131) (-) m/z 57.05 100.00%
57
85
5000
| “ | 8133155 0, 1440 14.60 14,80 15.00
Ot il L e m/z 71.05 85.92%
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57
85
5000
14.40 14.60 14.80 15.00
154 m/z 43.05 64 .88%
29 e
0..'l.'.|‘.'..‘I.‘l|.“.'..|l....|....?6.7..|....|....
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
1440 14.60 14,80 15.00
5000 85 m/z 85.10 60.95%
o 38 I Iy Alﬁ3133 ?4h183 211 239 281
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57 14.40 14.60 14.80 15.00
m/z 69.00 26.02%
5000 85
29 113 14
ol ) 1 | 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117559.D

Aca On : 28 Oct 2019 14:16

Operator :© JU

Sample : K5501-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.71 2.81 ng 33150 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 86
3 (.+/-.)-Lavandulol. pentafluorop... 300 C13H17F502 1000352-63-1 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
5 trans-Farnesol 222 C15H260 000106-28-5 59
Abundance Scan 2146 (14.710 min): BF117559.D (-2143) (-) m/z 69.05 100.00%
6o
4l 95 121 AR SN PN B
149 14,40 14.60 14.80 15.00
191
o....|,".'-.n.l",lil'.".".-',.--...-,.... = m/z 81.10 57.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000 41 LR LI B B SR
14,40 14.60 14.80 15.00
m/z 41.05 21.46%
9% 137
ol by 70 161 191217 273209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14.40 14.60 14.80 1500
5000 m/z 68.00 14.27%
41
95 137
o \‘d byl 116 163 191 217 245 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #144117: (.+/-.)-Lavandulol, pentafluoropropionate R B
9 14.40 14.60 14.80 15.00
93 119 m/z 95.00 13.13%
5000 4l
s L “ L L‘” 177 295 2a4 300
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117559.D

Aca On : 28 Oct 2019 14:16

Operator :© JU

Sample : K5501-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 4
R.T. EstConc Area Relative to ISTD R.T.
14 .96 3.61 ng 42680 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2189 (14.963 min): BF117559.D (-2184) (-) m/z 57.10 100.00%
57
85
5000
113 L DAL BULBLL BRI B B
| | I| N 147 207 14.60 14.80 15.00 15.20
ob— Ay g m/z 71.05 80.92%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 UL U SN B
14.60 14.80 15.00 15.20
m/z 43.00 63.21%
29 113
o I|J I ] | 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57
14.60 14.80 15.00 1520
5000 85 m/z 85.00 61.66%
ol A b g
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.60 14.80 15.00 15.20
m/z 99.00 24 .59%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14.60 14.80 15.00 15.20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102819\
Data File : BF117559.D

Aca On : 28 Oct 2019 14:16

Operator :© JU

Sample : K5501-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Tetrapentacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.51 ng 29657 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane 759 C54H110 005856-66-6 59
2 Docosane 310 C22H46 000629-97-0 53
3 Octadecane 254 C18H38 000593-45-3 53
4 Heptadecane 240 C17H36 000629-78-7 53
5 Hexatriacontane 507 C36H74 000630-06-8 53
Abundance Scan 2318 (15.721 min): BF117559.D (-2313) (-) m/z 57.00 100.00%
57
5000
99 e
haz 209 15.40 15.60 15.80 16.00
o L A e e || M/ 71.00  78.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #243297: Tetrapentacontane
57
5000 R DA R IR UL

15.40 15.60 15.80 16.00
m/z 85.10 76.87%

41

ol Hﬂ J}?3?%??@7309351393435477519561603645687 758

.”w..w””.”..”.”..””..”.”.”..””..”.”..”.””“.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #153222: Docosane

57
15.40 15.60 15.80 16.00
5000 m/z 43.00 62.76%

99
| 141183225 267310

Ofrr kb - e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #105886: Octadecane e AREEEEEaSEE
57 15.40 15.60 15.80 16.00
m/z 55.00 38.06%
5000
99
| 141183 254
Ofrr kb Hd e e e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 15. 40 15 60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102819\
Data File : BF117559.D

Acq On : 28 Oct 2019 14:16

Operator : JU

Sample - K5501-07

Misc :

ALS Vial : 5 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 89.1 ng 988020 1 6.73 221763 20.0
Undecanoic acid 11.77 2.2 ng 35549 4 11.25 323424 20.0
1-Hexacosanol 13.73 6.2 ng 70833 5 13.89 230258 20.0
10-Methylnonadecane 14.64 2.9 ng 33641 6 15.33 236265 20.0
Squalene 14.71 2.8 ng 33150 6 15.33 236265 20.0
Heneicosane 14.96 3.6 ng 42680 6 15.33 236265 20.0
Tetrapentacontane 15.72 2.5 ng 29657 6 15.33 236265 20.0
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