LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052920\

Data File : BF120433.D

Aca On : 29 May 2020 12:34 Instrument :
Operator : MA/SJ BNA_F

Sample  : L2796-01 UGl
Misc : CON-WEST-A
ALS Vial : 3 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-BF052820.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 1.940 5 9 10 rBvV 611246 638415 8.41% 1.202%
2 1.957 10 12 34 rVB 2210578 3138781 41.34% 5.910%
3 2.110 34 38 55 rVB 1316997 1799973 23.71% 3.389%
4 5.445 601 605 609 rBVY 2442460 2237790 29.47% 4.214%
5 6.463 772 778 781 rBVY 4137905 4488692 59.12% 8.452%
6 6.834 837 841 845 rBVY 1832128 1587880 20.91% 2.990%
7 6.992 864 868 871 rVB 4955142 4577716 60.29% 8.620%
8 7.398 931 937 940 rBVY 3618311 3619009 47.67% 6.815%
9 7.928 1023 1027 1029 rBV 103343 85508 1.13% 0.161%
10 8.116 1054 1059 1062 rBVY 2429774 2076349 27 .35% 3.910%

11 9.192 1237 1242 1246 rBV 6280358 6980261 91.94% 13.144%
12 9.586 1304 1309 1312 rBV 972463 799242 10.53% 1.505%
13 9.869 1352 1357 1361 rBV 2588315 2473556 32.58% 4.658%
14 10.651 1486 1490 1494 rBV 1171386 1050863 13.84% 1.979%
15 10.774 1508 1511 1519 rVB 131011 121500 1.60% 0.229%

16 11.357 1605 1610 1612 rBV 3035057 2646865 34.86% 4.984%
17 11.374 1612 1613 1617 rVB 104257 79900 1.05% 0.150%
18 12.563 1812 1815 1818 rVB 115240 92957 1.22% 0.175%
19 12.945 1874 1880 1883 rBV 6891038 7592287 100.00% 14.297%
20 13.421 1953 1961 1969 rBV 98982 141314 1.86% 0.266%

21 13.845 2029 2033 2050 rBV 706978 1105536 14.56% 2.082%
22 13.992 2053 2058 2061 rBV 2841437 2570150 33.85% 4._.840%
23 14.163 2083 2087 2098 rBV2 62454 101502 1.34% 0.191%
24 14.468 2136 2139 2141 rBV 89310 85707 1.13% 0.161%
25 14.851 2201 2204 2209 rVB 147779 144711 1.91% 0.272%

26 15.110 2244 2248 2251 rBV 91926 109632 1.44% 0.206%
27 15.445 2299 2305 2309 rBV 1900356 2244535 29.56% 4.227%

28 15.480 2309 2311 2316 rVB 70580 88269 1.16% 0.166%

29 15.915 2381 2385 2390 rVB2 68930 97370 1.28% 0.183%

30 15.986 2392 2397 2413 rVB5 80784 247924 3.27% 0.467%

31 16.568 2491 2496 2507 rVB10 27796 81468 1.07% 0.153%
Sum of corrected areas: 53105662
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\

BF120433.D

29 May 2020 12:34

MA/SJ

L2796-01

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

10000007

TIC: BF120433.D

6.99
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5.45
6.83

7.40

0
Time-->

T T
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TIC: BF120433.D

11.36
9.87
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Time-->
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13.00
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6000000

5000000

4000000

3000000

2000000

1000000

0

13.42

TIC: BF120433.D

13.99

15.44

13.84

14.16 14.47 14851511 .48 15,939 16.57

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120433.D

Aca On : 29 May 2020 12:34

Operator : MA/SJ

Sample : L2796-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Cyclohexane Concentration Rank 5

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

1.94 8.04 ng 638415 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
3 1-Hexene 84 C6H12 000592-41-6 53
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 50
5 2-Amino-oxazole 84 C3H4N20 004570-45-0 45

Abundance Scan 9 (1.940 min): BF120433.D (-5) (-) m/z 56.10 100.00%

56.1
84.0
41.1
5000
69.0

2.00 2.10 2.20 2.30 2.40

|h 50.0 ||, 63.0 | 77.0

Otrrrrrrrprrrrprrrprrrr e e e e m/z 84.05 65.22%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1457: Cyclohexane
56.0
41.0 84.0
5000 LA L L L L B L B LRI B
27.0 2.00 2.10 2.20 2.30 2.40
69.0 m/z 41.10 55.12%
15.0
2.0 | | || | 5Q'noll , 63.0 | 77.0 b
ounm“m“m“m“m“m“m“m.m“m“m“m,m“m“m“m“mpm“mpm“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1491: Cyclopentane, methyl-
56.0
T e T
2.00 2.10 2.20 2.30 2.40
5000 41.0 m/z 55.05 35.47%
69.0
70 84.0
15.0 \ ‘ mo“mﬂ‘ 77.0
e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1452: 1-Hexene e A BAEasEaEEE S
41.0 56.0 2.00 2.10 2.20 2.30 2.40

m/z 69.05 28.02%

5000

27.0
69.0 84.0

15.0 | | 50. 63.0 ‘ 77.0

Olrrrrrrrprrreprrreprerprrr e e e e e s o m—

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.00 2.10 2.20 2.30 2.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120433.D

Aca On : 29 May 2020 12:34

Operator : MA/SJ

Sample : L2796-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Methylene chloride Concentration Rank 2

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

1.96 39.53 ng 3138780 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvlene chloride 84 CH2CI2 000075-09-2 91
2 Methane-d. trichloro- 119 CDCI3 000865-49-6 9
3 Ethvl Chloride 64 C2H5CI 000075-00-3 4
4 Acetic acid. chloro-. ethvl ester 122 C4H7CI102 000105-39-5 2
5 2-Chloroethanol 80 C2H5CIO 000107-07-3 1

Abundance Scan 12 (1.957 min): BF120433.D (-10) (-) m/z 49.00 100.00%
49.0
84.0
5000
SRR R TR EEEES IR SEE e
2.00 2.10 2.20 2.30 2.40
37.0
0...,....,....,...-.,...|!;....,....7,2.9..,...! e || M7z 84.00  58.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1523: Methylene chloride
49.0
84.0
5000 HA U AR A U
2.00 2.10 2.20 2.30 2.40
‘ m/z 85.90 44 _65%
oL, 140 24.0 3B.0 || 70.0 -
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9151: Methane-d, trichloro-
84.0
1200 2.10 2.20 2.30 2.40
5000 m/z 51.00 30.80%
47.0
ol 140 350 || 70.0 \ 119.0
m/z--> 10 20 30 40 §o 60 70 80 90 100 110 150 130
Abundance #352: Ethyl Chloride A BARAREEEE S Sy ey
28.0 2.00 2.10 2.20 2.30 2.40
m/z 47.00 18.82%
64.0
5000
49.0
190 |l sso .
G R A AN AR AR RARRS RAARS AR RARS AR SRS RARRS H A A A A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.00 2.10 2.20 2.30 2.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120433.D

Aca On : 29 May 2020 12:34

Operator : MA/SJ

Sample : L2796-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.11 22 .67 ng 1799970 1,4-Dichlorobenzene-d4 6.83
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 38 (2.110 min): BF120433.D (-34) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.0 S G
| 200 220 240
byt et b e e e | M/z 43.05 39.70%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 J\'I""I""I""I
43.0 200 220 240
~ 550 87.0 m/z 55.05 26.82%
29.0
0'I””H'””#J”I”'W'”'PI”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 N L
200 220 240
5000 41.0 550 m/z 87.05 24 .69%
29.0
o T “ Ay “ ‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2—methy|— T L T T T L |
73.0 200 220 240
m/z 41.05 13.01%
5000 43.0
58.0
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' T ]
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 200 220 240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120433.D

Aca On : 29 May 2020 12:34

Operator : MA/SJ

Sample : L2796-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

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

13.84 8.60 ng 1105540 Chrysene-di12 13.99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94

2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94

3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94

4 1-Heneicosanol 312 C21H440 015594-90-8 93

5 Cyclopentadecane 210 C15H30 000295-48-7 93
Abundance Scan 2032 (13.839 min): BF120433.D (-2029) (-) m/z 57.05 100.00%

57.0
97.0
5000

39.1 13 60 13.80 14.00 14.20
- 1821 2301 2809 m/z 43.05 91.94%

m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0

5000
1360 13,80 14.00 1420
m/z 55.05 87.61%

169.0
oLk ddsro 1 80 zmo s
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0

13 60 13.80 14.00 14.20

5000 m/z 83.10 83.72%
olzsiaf d L4 | 1390 1800 2380 2050
,,,,,,,,
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester T T
43.0 13.60 13.80 14.00 14.20
83.0 m/z 97.05 73.64%
5000
rzao
S N —
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052920\
Data File : BF120433.D

Aca On : 29 May 2020 12:34

Operator : MA/SJ

Sample : L2796-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052820._.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 Octacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.21 ng 247924 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 95
4 Triacontvl acetate 480 C32H6402 041755-58-2 95
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance . Scan 2398 (15.992 min): BF120433.D (-2392) (-) m/z 57.00 100.00%
510 970
5000
39.0 LSRRI PRI AN BN
: 195.0 264.1 355.2 15.60 15.80 16.00 16.20 16.40
(o} m/z 97.05 82.18%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57.0
97.0
5000 [TT T[T T[T rr[rrrr[rr
15.60 15.80 16.00 16.20 16.40
m/z 83.05 81.79%
39.0
o L. | 11 1, 181.0 222.0 292.0 334.0 392.0
et e A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0 97.0
R S R S R
15.60 15.80 16.00 16.20 16.40
5000 m/z 43.05 79.87%
39.0
0 19.0 | | | \} | , 181.0 222.0 264.0 308.0
L A o o LA L B B B o o o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #224391: Heptacosy! acetate A B R e
43.0 15.60 15.80 16.00 16.20 16.40
97.0 m/z 69.10 68.51%
5000
39.0
0 L H ‘ Hjﬂ |, 181.0 222.0 264.0 306.0 378.0 423.0
I L A o o e L B B i S o o e e R S R S R
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF052920\
Data File : BF120433.D

Acq On : 29 May 2020 12:34

Operator : MA/SJ

Sample : L2796-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820_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]
Cyclohexane 1.94 8.0 ng 638415 1 6.83 1587880 20.0
Methylene chloride 1.96 39.5 ng 3138780 1 6.83 1587880 20.0
Butane, 2-methoxy... 2.11 22.7 ng 1799970 1 6.83 1587880 20.0
Heptadecyl heptaf... 13.84 8.6 ng 1105540 5 13.99 2570150 20.0
Octacosanol 15.99 2.2 ng 247924 6 15.44 2244540 20.0
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