LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117620.D

Aca On : 30 Oct 2019 13:19

Operator :© JU

Sample - K5539-17

Misc :

ALS Vial : 7 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 3.710 268 276 293 rBV 920558 1456552 100.00% 16.063%
2 4.934 481 484 494 rBV 9531 16150 1.11% 0.178%
3 5.357 552 556 585 rBV 562337 793405 54.47% 8.750%
4 6.387 727 731 747 rBV 649728 886961 60.89% 9.782%
5 6.504 747 751 768 rVB 951173 918220 63.04% 10.126%
6 6.728 786 789 800 rBV 224850 217261 14.92% 2.396%
7 6.881 812 815 833 rBV 709141 621266 42.65% 6.852%
8 7.292 882 885 909 rBV 423991 521196 35.78% 5.748%
9 8.010 1003 1007 1026 rBV 222274 276295 18.97% 3.047%
10 9.081 1185 1189 1208 rBV 854185 816293 56.04% 9.002%
11 9.481 1254 1257 1269 rBB 41118 49513 3.40% 0.546%

12 9.757 1301 1304 1317 rBV 299712 313636 21.53% 3.459%
13 10.557 1436 1440 1454 rBV 404141 464760 31.91% 5.126%
14 11.251 1554 1558 1567 rBV 232835 271170 18.62% 2.991%

15 11.774 1644 1647 1656 rBvV 20550 26507 1.82% 0.292%
16 12.827 1822 1826 1833 rBvV 691247 598189 41.07% 6.597%
17 13.739 1975 1981 1989 rBV5 19809 47533 3.26% 0.524%
18 13.892 2003 2007 2014 rBvV 214999 231318 15.88% 2.551%
19 14.039 2029 2032 2035 rBv2 20908 25372 1.74% 0.280%
20 14.345 2080 2084 2087 rBV2 21019 21094 1.45% 0.233%
21 14.639 2127 2134 2137 rBV2 33448 37948 2.61% 0.419%
22 14.951 2184 2187 2195 rVB 38314 47382 3.25% 0.523%
23 15.333 2244 2252 2262 rVB 155451 255449 17 .54% 2.817%
24 15.715 2312 2317 2323 rVB3 27853 40558 2.78% 0.447%
25 16.180 2391 2396 2402 rBV7 18114 33831 2.32% 0.373%
26 16.798 2495 2501 2510 rVB5 39840 79714 5.47% 0.879%
Sum of corrected areas: 9067573

8270-BF101819.M Thu Oct 31 17:03:58 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117620.D

Aca On : 30 Oct 2019 13:19

Operator :© JU

Sample - K5539-17

Misc :

ALS Vial : 7 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
Abundance TIC: BF117620.D
3,71 6|50
800000
6.88
6.39
600000 536
7.29
400000
6.73
200000
4.93
O e e ey e e S e e
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: BF117620.D
9.08
800000
12.83
600000
400000 1056
9.76
8.01 11.25
200000
9.48 11.77
O T T e el R e e B a2 T e e e = e
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: BF117620.D
800000
600000
400000
13.89
200000 15.33
13.74|| 14.04 14.34 14.64 1495 15.72 16.18 i?'\%
! A
O T T T T T T e e e
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117620.D

Aca On : 30 Oct 2019 13:19

Operator :© JU

Sample - K5539-17

Misc :

ALS Vial : 7 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 1,3,5-Cycloheptatriene Concentration Rank 1

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

3.71 134.08 ng 1456550 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1.3.5-Cvcloheptatriene 92 C7HS8 000544-25-2 87
3 2.5-Norbornadiene 92 C7H8 000121-46-0 72
4 Cvclobutene. 2-propenvlidene- 92 C7H8 052097-85-5 64
5 Propanedinitrile, ethylidene- 92 C5H4N2 001508-07-2 53

Abundance Scan 276 (3.710 min): BF117620.D (-268) (-) m/z 91.00 100.00%
i
5000 {
39 . 51 65 4 e 3.40 3.60 3.80 4.00
e A2 Sl T 88 L Tmzz 92.10  58.46%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2449: Toluene
9
5000

3.40 3.60 3.80 4.00
m/z 65.00 12 .44%

39 51 65
27 | 45 3 57 4| 74 85 ||,
L B i o o o LI e e B o e S I
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2469: 1,3,5-Cycloheptatriene
91
R REREE RS s EE S
3.40 3.60 3.80 4.00
5000 m/z 39.00 9.06%
39 o 65
2 15 2 435 | 7177 85
L B o e o o B R e A RE mE e o
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2461: 2,5-Norbornadiene R e e a maaa s
91 340 360 3.80 4.00

m/z 63.00 8.40%

5000 66
39
15 27 | 455 g || 77 g5

m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3. 80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117620.D

Aca On : 30 Oct 2019 13:19

Operator :© JU

Sample - K5539-17

Misc :

ALS Vial : 7 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 2 unknown6.50 Concentration Rank 2

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

6.50 84 .53 ng 918220 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 750 (6.498 min): BF117620.D (-747) (-) m/z 132.00 100.00%
5000 68
6 rrrrrTTTTrTT T T T T T T T T
40 54 ‘ 75 104 6.20 6.40 6.60 6.80
..,....,...:l'!.‘.‘?,::..?%:.'.|,..':'.,..f.‘?,....,.':..,....,....,'...,.. m/z 68.10 48.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000
6.20 6.40 6.60 6.80
33 44 0 g7 105 m/z 134.00 31.66%
51 60 0 78 g | 115
mz-> 20 30 4 80 60 70 80 90 160 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene
132
620 6.40 6.60 6.80
5000 m/z 66.00 29.96%
63 81
31 88 101 112
..,%4.“..32...i9.ﬂ.ﬂ.:i,7ﬁ.‘l.d,....ﬂ.:.,h”.,...w —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132 6.20 6.40 6.60 6.80
m/z 69.10 19.24%
5000
66
"P'“I'”'P"W'”'P'MI'”'P'”I“"P'“I”"ﬁ??ﬂ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117620.D

Aca On : 30 Oct 2019 13:19

Operator :© JU

Sample - K5539-17

Misc :

ALS Vial : 7 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-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.74 4_.11 ng 47533 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 74
2 1-Nonadecene 266 C19H38 018435-45-5 74
3 11-Tricosene 322 C23H46 052078-56-5 74
4 n-Heptadecanol-1 256 C17H360 001454-85-9 72
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 72
Abundance Scan 1981 (13.739 min): BF117620.D (-1975) (-) m/z 83.00 100.00%
55
111
5000 “WW
207 13.40 13.60 13.80 14.00
e m/z 97.00 90.40%
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
13.40 13.60 13.80 14.00
29 m/z 55.00 86.98%
bk 167 196 222238 266 294
m/z--> ﬁmmmmmmmmmmmmmmm
Abundance #115906: 1-Nonadecene
43
13.40 13.60 13.80 14.00
5000 m/z 69.05 84.47%
2l 154 182 210 238 266
m/z--> ﬁmmmmmmmmmmmmmmm
Abundance #163017: 11-Tricosene R A REER R
43 13.40 13.60 13.80 14.00
m/z 43.05 81.42%
5000 83
} 111
| , 140 168 196 224243 266 294 322
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 350 13. 40 13. 60 13 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117620.D

Aca On : 30 Oct 2019 13:19

Operator :© JU

Sample - K5539-17

Misc :

ALS Vial : 7 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 unknownl4.04 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14 .04 2.19 ng 25372 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone. 2-methvl- 128 C8H160 000626-33-5 30
2 Heptadecane 240 C17H36 000629-78-7 27
3 Tetracosane 338 C24H50 000646-31-1 27
4 10-Methvlnonadecane 282 C20H42 056862-62-5 27
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 22
Abundance Scan 2032 (14.039 min): BF117620.D (-2029) (-) m/z 91.00 100.00%

oL
57
129
5000
207
11
I 13.80 14.00 14.20 14.40

e m/z 57.00 76.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #12542: 4-Heptanone, 2-methyl-
57

85

5000 B e e i e R
13.80 14.00 14.20 14.40

128 m/z 71.00 69.57%

29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94345: Heptadecane
5[7

13.80 14.00 14.20 14.40

5000 85 m/z 129.00 63.86%

29

Lo M8 141 169 196 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane

57 13.80 14.00 14.20 14.40
m/z 85.10 58.90%

5000 85

29 113
| e 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117620.D

Aca On : 30 Oct 2019 13:19

Operator :© JU

Sample - K5539-17

Misc :

ALS Vial : 7 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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.97 ng 37948 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 83
Abundance Scan 2134 (14.639 min): BF117620.D (-2127) (-) m/z 57.00 100.00%
g7
85
5000
| 113133155 191 281 " 14140 14'60 14.80 15.00
i “'"“"'.. T m/z 71.05 79.03%
m/z--> 50 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 LI BN I BN B
mmmmmmmm
29 m/z 85.10 65.13%
LLL ) ﬂ / 1141 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo '
Abundance #202661: Heptacosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 57 .70%
29 13 141
| H 169 197 225 253 281 309 337 380
m/z--> 55 100 1%0 260 250 360 3éo '
Abundance #185533: Pentacosane b RRREE EE s
57 14.40 14.60 14.80 15.00
m/z 55.00 25.69%
5000 85
113
29| | | | ﬂ W 169180211 239 267 295 323 352
m/z--> 55 100 150 200 250 360 3éo ' 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117620.D

Aca On : 30 Oct 2019 13:19

Operator :© JU

Sample - K5539-17

Misc :

ALS Vial : 7 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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .95 3.71 ng 47382 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 86
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2187 (14.951 min): BF117620.D (-2184) (-) m/z 57.00 100.00%
57
85
5000
113 AU
147 179 14.60 14.80 15.00 15.20
L '”-""" Ap,208 280 | m/z 71.10 78.16%
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 L DAL BURBL SRR UL B

14,60 14.80 15.00 15.20
m/z 85.10 64.12%

113
29 | d AH 169 197 225 253 281 309 337 365 393 422
e e T e e e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
R A B IR L
85 14.60 14.80 15.00 15.20
5000 m/z 43.05 63.41%
29
— e e e e———
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R B .
57 14.60 14.80 15.00 15.20
m/z 55.00 28.70%
85
5000

29 113
ey l 1”141 169 197 205 253 296

m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117620.D

Aca On : 30 Oct 2019 13:19

Operator :© JU

Sample - K5539-17

Misc :

ALS Vial : 7 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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.18 ng 40558 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2318 (15.721 min): BF117620.D (-2312) (-) m/z 57.00 100.00%
57
85
5000
L] s 1540 1560 15,80 1600
R m/z 71.10 79.62%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 LR B BRI SN B

15. 40 15 60 15. 80 16.00

29 s m/z 85.10 70.44%
| d J141 169 197 225 253 281 309 337 365 394
Al N i e
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
15.40 15.60 15.80 16.00
5000 g5 m/z 43.00 60.33%
113
20 | | g [yt 169189210 239 267 205 303 352
SIS 0 B A F e e e
miz--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane AR e R RR
57 15.40 15.60 15.80 16.00
m/z 97.00 28.26%
5000 -
113
29 |y | [T] 141 169 197 225 253 295 366
I A 0 P BV S -2 e
miz--> 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\BF103019\
Data File : BF117620.D

Aca On : 30 Oct 2019 13:19

Operator :© JU

Sample - K5539-17

Misc :

ALS Vial : 7 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 9 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.65 ng 33831 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 50
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 50
3 Tetracosane 338 C24H50 000646-31-1 50
4 Dotriacontane 451 C32H66 000544-85-4 50
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 50
Abundance Scan 2396 (16.180 min): BF117620.D (-2391) (-) m/z 57.00 100.00%
5 g5
5000
7 135 209 R i e
‘ |“||”"|| i | 15.80 16.00 16.20 16.40
RN A —+ T m/z 71.05 92.08%
m/z--> 50 100 15 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 RSB UABSLAREE RS
15. 80 16. 00 16 20 16.40
113 m/z 85.05 80.68%
JULL 77,141 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3éo 460 !
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
15.80 16.00 16.20 16.40
5000 85 m/z 43.10 77.20%
1], J1}311%1 183 211 239 267 296
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #175557: Tetracosane A B o
57 15.80 16.00 16.20 16.40
m/z 69.00 40.29%
5000 85
29 113
Iyl 770,141 169 197 225 253 281 309 338

m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117620.D

Aca On : 30 Oct 2019 13:19

Operator :© JU

Sample - K5539-17

Misc :

ALS Vial : 7 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 10 unknownl1l6.80 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.80 6.24 ng 79714 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(2.4-Dihvdroxvbenzovl)-3-ethvl... 318 C13H13F3N204 331835-05-3 37
2 Ketone. methvl 2-methvl-1-cvcloh... 195 C10H17N30 016983-67-8 32
3 (D-4-Methvl-5-(2-oxopropvlidene... 152 C8H303 026474-45-3 32
4 3.7.11-Trimethvl-3-hvdroxv-6.10-... 282 C17H3003 1000144-12-7 27
5 Neopentylidenecyclohexane 152 C11H20 039546-80-0 27
Abundance Scan 2501 (16.798 min): BF117620.D (-2495) (-) m/z 137.10 100.00%
69 137
5000
41 95 411
59 1E|‘|92 251 16.40 16.60 16.80 17.00 17.20
A28 | m/z 69.10 86.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159109: 1-(2,4-Dihydroxybenzoyl)-3-ethyl-5-trifluoromethy...
5000 AR SR BRI ISR B
16.40 16.60 16.80 17.00 17.20
69 m/z 55.00 45 _49%
50 |, 108 | 164 193 519 252 281 318
m/z--> 50 100 150 200 250 300 350 400
Abundance #57081: Ketone, methyl 2-methyl-1-cyclohexen-1-yl, semicar...
137
2o 16.40 16.60 16.80 17.00 17.20
5000 m/z 81.00 44 _.83%
110
‘ 195
\M\“ H::l:‘::::|||||||||||||||||
m/z--> 100 150 200 250 300 350 400
Abundance #25912: (2)-4-Methyl-5-(2-oxopropylidene)-5H-furan-2-one e o
6 137 16.40 16.60 16.80 17.00 17.20
m/z 95.00 42 .63%
5000 110
m/z--> 50 100 150 200 250 300 350 400 1640 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF103019\
Data File : BF117620.D

Acq On : 30 Oct 2019 13:19

Operator : JU

Sample - K5539-17

Misc :

ALS Vial : 7 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]
1,3,5-Cycloheptat. ... 3.71 134.1 ng 1456550 1 6.73 217261 20.0
unknown6 .50 6.50 84.5 ng 918220 1 6.73 217261 20.0
1-Heneicosanol 13.74 4.1 ng 47533 5 13.89 231318 20.0
unknownl14 .04 14 .04 2.2 ng 25372 5 13.89 231318 20.0
Octacosane 14 .64 3.0 ng 37948 6 15.33 255449 20.0
Triacontane 14.95 3.7 ng 47382 6 15.33 255449 20.0
Pentacosane 15.72 3.2 ng 40558 6 15.33 255449 20.0
Hentriacontane 16.18 2.6 ng 33831 6 15.33 255449 20.0
unknown16.80 16.80 6.2 ng 79714 6 15.33 255449 20.0
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