LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110918.D

Aca On : 21 Nov 2018 3:30

Operator : JU/SJ

Sample : J5996-18

Misc :

ALS Vial : 32 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-BF110818 .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 2.240 21 26 42 rVB 91554 144270 7.75% 0.957%
2 5.187 523 527 541 rBV 48460 81667 4 .39% 0.542%
3 5.563 587 591 615 rBY 1538140 1729184 92.88% 11.471%
4 6.575 758 763 782 rBVY 1517702 1861660 100.00% 12.350%
5 6.710 782 786 790 rBVY 1894751 1788277 96.06% 11.863%
6 6.939 822 825 832 rBV 381852 341091 18.32% 2.263%
7 7.098 848 852 874 rBVY 1504398 1392174 74.78% 9.235%
8 7.510 918 922 945 rBVY 1041717 1108514 59.54% 7 .354%
9 8.222 1040 1043 1058 rBV 326873 417108 22.41% 2.767%
10 9.298 1222 1226 1241 rBV 1898383 1844001 99.05% 12.233%

11 9.692 1287 1293 1303 rVB 115205 132285 7.11% 0.878%
12 9.980 1339 1342 1354 rBvV 380818 388640 20.88% 2.578%
13 10.775 1474 1477 1489 rBV 743428 863945 46.41% 5.731%
14 10.874 1491 1494 1502 rVB 31204 35204 1.89% 0.234%
15 11.480 1593 1597 1608 rBV 312150 330846 17.77% 2.195%

16 11.980 1679 1682 1687 rBV 73226 75228 4._.04% 0.499%
17 13.063 1861 1866 1869 rBV 1504366 1422034 76.39% 9.433%
18 13.933 2010 2014 2027 rBV 136291 176736 9.49% 1.172%
19 14.133 2044 2048 2058 rBV 313090 322984 17.35% 2.143%

20 14.251 2064 2068 2073 rBV 20961 23776 1.28% 0.158%
21 14.557 2116 2120 2124 rBV 31292 40821 2.19% 0.271%
22 14.868 2169 2173 2177 rBV 51880 50763 2.73% 0.337%
23 15.221 2229 2233 2239 rBV 50495 60087 3.23% 0.399%
24 15.462 2268 2274 2283 rBVS 9164 25585 1.37% 0.170%
25 15.615 2296 2300 2304 rBV 45715 62678 3.37% 0.416%
26 15.668 2304 2309 2321 rVB2 136958 232858 12.51% 1.545%
27 16.062 2372 2376 2382 rBV2 34633 57390 3.08% 0.381%
28 16.133 2382 2388 2395 rVvvs 12773 29623 1.59% 0.197%
29 16.592 2461 2466 2470 rBV3 21716 35151 1.89% 0.233%
Sum of corrected areas: 15074580
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF110818.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: BF110918.D

5.56 6.57
1500000 710

7.51
1000000

500000 6.94

E L

O T L e e e e e e e o L e e e e s e B L s B e e e e s L s e o e

T
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: BF110918.D

1500000 13.06

1000000
10.77

500000
8.22 9,98 11.48

9.69
11.98
A 0.87

T SLSEMEREREREES e e A =) EERNENISSEMENDESSSISL

T
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: BF110918.D

1500000
1000000

500000
14.13

13.93 .67

15
1425 1456 1487 19225582 16863 1659

O e e e e e e

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 4

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

2.24 8.46 ng 144270 1,4-Dichlorobenzene-d4 6.94
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 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23

Abundance Scan 26 (2.240 min): BF110918.D (-21) (-) m/z 73.10 100.00%
7B
5000 43
55 87
| 2.20 2.30 2.40 2.50 2.60
Obrrrprrrrprrrrprrrr bt el bt e e e || M7z 4305 42.19%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 AU U AR AR AR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.25%
29
e A R R S R SRR RN AR RARAN BARAN SRR BARSS SARN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.10 29.15%
o M \H I, el o7 112 129
miz--> 57 % % 40 % 6 7o 85 90 100 110 130 130
Abundance #1995: Silane, tetramethyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.76%
5000
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.19 4.79 ng 81667 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 528 (5.193 min): BF110918.D (-523) (-) m/z 43.00 100.00%
43
59
5000
101
49 | 83 | 4.80 5.00 5.20 5.40 5.60
o N 1 N SOV | .+ SN E— m/z 59.10 59.20%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 II""I""I""I"""III
480 500 520 5.40 5.60
m/z 101.00 20.25%
15 31 101
0 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540 560
5000 m/z 58.00 14 .23%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI L L L BB B
50 480 500 520 5.40 5.60
m/z 41.00 10.43%
5000 31 43 73
0 25L\ 37\“H 53| 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 1

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

6.71 104.86 ng 1788280 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 786 (6.710 min): BF110918.D (-782) (-) m/z 132.00 100.00%
32
5000 68
96 USRI A A L
40 5y J 6.40 6.60 6.80 7.00
o grer | qoeus | Wz 68.10 42.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
A\
5000 ISR SRS AN SRR
6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 32.50%
60 70
ol 0 115 S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 6.60 6.80 7.00
5000 9g 116 m/z 66.10 27.86%
N -‘-“‘. & g ‘-“. s 189
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e REREE
132 6.40 6.60 6.80 7.00
m/z 69.05 17.02%
5000 6
41 97
53
N P
N Y O S S |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF110818.M Wed Nov 21 13:15:53 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.87 2.13 ng 35204 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 90
2 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 87
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 86
4 Heptadecane. 2.6-dimethyl- 268 C19H40 054105-67-8 83
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 78
Abundance Scan 1493 (10.869 min): BF110918.D (-1491) (-) m/z 57.00 100.00%
57
5000
Moaoan
85 USRS UM B SR
4 113 14q 432 10.60 10.80 11.00 11.20
o} m/z 71.10 61.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57
5000
4 a5 10.60 10.80 11.00 11.20
113 m/z 43.00 48 .55%
| 183
bbby b e 8L 185 100 225 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
57
10,60 10,80 11.00 11.20
5000 m/z 41.10 22 .29%
4 85
‘ 113 169
m/z--> ﬁo Jo éo éo 160 150 110 1éo 180 200 220 240 260 280 360 350
Abundance #71406: Dodecane, 2,6,11-trimethyl- A EaREEEEE S
57 10.60 10.80 11.00 11.20
m/z 56.10 21.73%
4
5000 P
113
S e e O - S |
m/z--> m4ommmmmmmmmmnmmmmmmm 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 n-Hexadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.98 4_.55 ng 75228 Phenanthrene-d10 11.48
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1682 (11.980 min): BF110918.D (-1679) (-) m/z 73.00 100.00%
73
5000 129
o 115 185 213 DL RS R
143157171399, 005" 557 256 11.60 11.80 12.00 12.20
0 m/z 43.05 93.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078 kMuWMVMW”WMnA
5000 129 AR AR R B
nmnmnmnm
m/z 60.00 92.82%
| lITJJ 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 57.10 75.91%
29
Ls |l
.”,”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e e
60 73 11.60 11.80 12.00 12.20
43 m/z 41.00 74 .05%
5000 129
7 185 228
0 | [ | |
m/z--> ' ' ""' 8dl 100 120 156"i66"i86"é06"é26"éiéllééé 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.93 10.94 ng 176736 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 2013 (13.927 min): BF110918.D (-2010) (-) m/z 57.05 100.00%

57 g3

5000

:

13.60 13.80 14.00 14.20
m/z 43.10 96.94%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1

:

5000 4

13.I60 13.I80 14.IOO 14.I20
m/z 55.05 87.16%

167 195 222 250 280 308 336

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185169: Heptadecy! trifluoroacetate
57
97 IIIIIIIIIIIIIIIIIIIIIII
a1 13.60 13.80 14.00 14.20
5000 m/z 83.05 83.60%
N 154 182 210 238 265283
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester R R T e
43 13.60 13.80 14.00 14.20
69 m/z 97.10 71.33%

5000

125

153169 196 224
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.53 ng 40821 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heptacosane 380 C27H56 000593-49-7 87
3 Triacontane 422 C30H62 000638-68-6 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2121 (14.562 min): BF110918.D (-2116) (-) m/z 57.10 100.00%
57
85
5000
111 e o
| ‘| || Il I | 2(|’9 3(|)2 1420 1440 14.60 14.80
ob—1 B L L B o S m/z 43.00 64 .16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 L S B RS SRR
14.20 14.40 14.60 14.80
29 m/z 71.05 62.98%
o1, ﬂ | J141 169 197 225 253 281 309 337 365 394
m/z--> éo 100 150 200 2éo 360 3%0 460
Abundance #202661: Heptacosane
57
14.20 14.40 14.60 1480
5000 85 m/z 85.05 55.00%
29 113 141
o bbb T 169 197 225 253 281 309 337 380
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57 14.20 14.40 14.60 14.80
m/z 56.00 35.17%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.22 5.16 ng 60087 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Octacosane 394 C28H58 000630-02-4 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 2233 (15.221 min): BF110918.D (-2229) (-) m/z 57.00 100.00%
57
85
5000
| 2155 100 15100 15120 1540 1560
o...,... bk e || M/z  43.00 63.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 L BRI BN BRI B

15.00 15.20 15.40 15.60
m/z 71.05 62.56%

113
o Il | 777,142 169 197 225 253 281 309 337 365 437
SR K R 0 i et £ A M L
miz--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
it R
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 55.15%
29 113
oL L) |4 169 197 225 253 281 309 337 365 394
A O e R
miz--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane R e A
57 15.00 15.20 15.40 15.60
m/z 55.05 28.07%
5000 85
113
o 29| ‘ Ul 177,241 169 197 225 267 205 365 393
A A A e e S LR aas R a ma s S
miz--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl5.46 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.46 2.20 ng 25585 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran-2-one. 3-methvl-3-aza... 149 C8H7NO2 1000289-12-2 25
2 2-((2-Methoxvethoxv)carbonvlben... 224 C11H1205 1000373-52-0 17
3 Phthalofvne 246 C14H1404 000131-67-9 17
4 2-Hvdroxv-1-isoindolinone 149 C8H7NO2 1000289-12-0 14
5 3-Amino-2,3-dihydrobenzoic acid,... 250 C14H22N202 1000375-81-8 10
Abundance Scan 2274 (15.462 min): BF110918.D (-2268) (-) m/z 193.00 100.00%
193
149
5000 7% 104
176
| | | | 209 281 15.20 15.40 15.60 15.80
o el |.| A | T m/z 149.00  73.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23554: Benzofuran-2-one, 3-methyl-3-aza-2,3-dihydro-
149
5000
47 104 15.20 15.40 15.60 15.80
50 m/z 76.00 43.33%
. 27 120134
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80558: 2-((2-Methoxyethoxy)carbonyl)benzoic acid
149
104 15.20 15.40 15.60 15.80
5000 58 76 m/z 70.10 40.07%
ol 15 % .‘HL 490 | M5 | 167 194 22
m/z--> 20 4b eb 80 100 120 140 160 180 200 220 240 260 280
Abundance #98926: Phthalofyne
149 15.20 15.40 15.60 15.80
m/z 104.00 39.11%
104
5000 69 83
012, i H‘ M “ ‘\‘ N T 2 s SN U A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.62 5.38 ng 62678 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptacosane 380 C27H56 000593-49-7 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
Abundance Scan 2301 (15.621 min): BF110918.D (-2296) (-) m/z 57.10 100.00%
57
5000 85
J ”11'3 o 296 " 15.40 15.60 15.80 16.00
oA bl 0209 "m/z 71.05 57.96%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #141425:; Heneicosane
57
5000 LI UL B SULBULE IR
1540 15.60 15.80 16.00
29 m/z 43.05 57.11%
. ! M8 141 169 197 225 253 29
mz> 0 éo 160 1éo 200 250 300 350 400 '
Abundance #202661: Heptacosane
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.05 47 .83%
29
oL} (113,141 160 197 225 253 281 300 337 380
mz> 0 éo 160 150 260 250 300 350 400 '
Abundance #223851: Hentriacontane e A
57 15.40 15.60 15.80 16.00
m/z 55.00 21.58%
5000
85
113
o 29| | | | | 77,141 169 197 225 253 280 309 351 379 407 436
mz-> 0 éo 100 150 200 250 300 350 400 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.06 4.93 ng 57390 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2376 (16.062 min): BF110918.D (-2372) (-) m/z 57.00 100.00%
57
5000 85
L us . 208 | 15.80 16.00 16.20 16140
ob—— ,u.ﬁ!iﬂ.ﬂ'!p...ﬂ,h... R L a a m/z 71.05 59 .54Y%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LI L BULELL SULBLLE I

15.80 16.00 16.20 16.40
m/z 43.05 59.38%

113
oL20hy ﬂ 1411169139211 239 267 295 323 352
Sk W . e B
m/z--> 50 150 200 250 300 350
Abundance #194494: Hexacosane
57
N o O
15.80 16.00 16.20 16.40
5000 o m/z 85.05 49.09%
113
L2 | i L 141 169 197 225 253 295 366
el ) o i o e o
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane N R e R B e e
57 15.80 16.00 16.20 16.40
m/z 55.00 19.15%
5000 85
29 13 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
Al — o o S T e N o O
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110918.D

Aca On - 21 Nov 2018 3:30

Operator : JU/SJ

ﬁ?ggle i J5996-18 NON-UST-06-A
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 14 Trichloroacetic acid, undec... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.13 2.54 ng 29623 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. undecvl ester 316 C13H23CI1302 074339-49-4 52
2 2-Heptadecenal 252 C17H320 1000143-48-6 49
3 Isoheptadecanol 256 C17H360 057289-07-3 47
4 Formic acid. undecvl ester 200 C12H2402 1000368-25-0 46

5 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 46

Abundance Scan 2387 (16.127 min): BF110918.D (-2382) (-) m/z 97.00 100.00%

5000
4
15.80 16.00 16.20 16.40
o} m/z 55.00 85.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #157576: Trichloroacetic acid, undecyl ester

43 57 97

5000

15.80 16.00 16.20 16.40
m/z 57.10 83.68%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104153: 2-Heptadecenal
43 57
83 AR B
9 15.80 16.00 16.20 16.40
5000 ! m/z 43.00 77.91%
111
0 T e g
T A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107661: Isoheptadecanol R AEmEEEE L
3 57 83 15.80 16.00 16.20 16.40
4 97 m/z 83.00 75.99%
5000

125 182 210
139154168 | 196 224238
e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112018\
Data File : BF110918.D

Acq On : 21 Nov 2018 3:30

Operator : JU/SJ

Sample - J5996-18

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.24 8.5 ng 144270 1 6.94 341091 20.0
2-Pentanone, 4-hy... 5.19 4.8 ng 81667 1 6.94 341091 20.0
unknown6.71 6.71 104.9 ng 1788280 1 6.94 341091 20.0
Pentadecane, 2,6,... 10.87 2.1 ng 35204 4 11.48 330846 20.0
n-Hexadecanoic acid 11.98 4.5 ng 75228 4 11.48 330846 20.0
n-Tetracosanol-1 13.93 10.9 ng 176736 5 14.13 322984 20.0
Octacosane 14.56 2.5 ng 40821 5 14.13 322984 20.0
Hentriacontane 15.22 5.2 ng 60087 6 15.67 232858 20.0
unknownl15.46 15.46 2.2 ng 25585 6 15.67 232858 20.0
Heneicosane 15.62 5.4 ng 62678 6 15.67 232858 20.0
Pentacosane 16.06 4.9 ng 57390 6 15.67 232858 20.0
Trichloroacetic a... 16.13 2.5 ng 29623 6 15.67 232858 20.0
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