LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

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-BF071219.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 2.134 3 8 38 rVB 2450387 3456808 77.61% 9.228%
2 5.081 502 509 512 rBY 1705999 2116804 47 .52% 5.651%
3 5.481 573 577 602 rBY 1871827 1824514 40.96% 4.870%
4 6.486 744 748 765 rBVY 1951970 1785536 40.09% 4_.766%
5 6.628 768 772 792 rBVY 2520524 2648109 59.45% 7.069%
6 6.857 808 811 815 rBV 896109 784143 17 .60% 2.093%
7 7.016 834 838 842 rBVY 2878965 2626254 58.96% 7.011%
8 7.422 902 907 910 rBVY 2338733 2198636 49.36% 5.869%
9 7.775 964 967 978 rVB 65698 61608 1.38% 0.164%
10 8.139 1025 1029 1032 rBY 1107824 979511 21.99% 2.615%
11 8.163 1032 1033 1042 rVB 56961 50128 1.13% 0.134%
12 8.622 1108 1111 1117 rBV 151355 134571 3.02% 0.359%
13 9.151 1197 1201 1207 rBV 47346 71349 1.60% 0.190%
14 9.216 1207 1212 1215 rBVY 4262164 3907131 87.72% 10.430%
15 9.604 1275 1278 1287 rVB 78199 84351 1.89% 0.225%
16 9.892 1323 1327 1339 rVB 1412219 1190209 26.72% 3.177%
17 10.504 1426 1431 1434 rBV2 47476 59668 1.34% 0.159%
18 10.680 1457 1461 1469 rBvV 681131 674188 15.14% 1.800%
19 11.333 1568 1572 1574 rBvV 82341 75023 1.68% 0.200%
20 11.374 1574 1579 1587 rVB 1283060 1289081 28.94% 3.441%
21 12.127 1703 1707 1711 rBV 52190 46342 1.04% 0.124%
22 12.680 1795 1801 1814 rBV4 38706 96658 2.17% 0.258%
23 12.963 1844 1849 1852 rBV 4436606 4454104 100.00% 11.890%
24 13.651 1963 1966 1970 rBV2 48080 45222 1.02% 0.121%
25 13.857 1998 2001 2004 rBV 98697 85326 1.92% 0.228%

26 13.898 2004 2008 2020 rVV5 45899 138654 3.11% 0.370%
27 14.015 2024 2028 2038 rVB 1219917 1178544 26.46% 3.146%
28 14.174 2051 2055 2059 rBvV 192419 167592 3.76% 0.447%
29 14.480 2102 2107 2111 rBV 355050 351033 7.88% 0.937%
30 14.780 2154 2158 2166 rBV 540339 587584 13.19% 1.569%

31 15.121 2211 2216 2223 rBV 633132 754504 16.94% 2.014%
32 15.480 2271 2277 2290 rBV2 898124 1894280 42.53% 5.057%
33 15.927 2347 2353 2367 rBV 531511 844499 18.96% 2.254%
34 16.433 2432 2439 2454 rBV 293747 557726 12.52% 1.489%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.021 2532 2539 2547 rBV2 84270 180283 4._05% 0.481%

36 17.715 2653 2657 2666 rVB2 28861 60542 1.36% 0.162%

Sum of corrected areas: 37460515
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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\BF072919\

BF115835.D

29 Jul 2019 16:41

HP/JU

K4036-03

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

?.13

2000000

1000000

TIC: BF115835.D

7.02
6.63

5.48 6.49

5.08

6.86

7.42

0 T
Time-->

5.50

T
6.00

6.50

Abundance

4000000
3000000
2000000

1000000

.77
0 A,

TIC: BF115835.D

9.89 11.37

8.14
10.68

11.83

10.50 12.13

12.68

Time-->

11.50

12.00

12.50

10.00

T
9.50 10.50 11.00

13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF115835.D

14.02
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 1

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

2.13 88.17 ng 3456810 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 7 (2.128 min): BF115835.D (-3) (-) m/z 73.00 100.00%
7B
5000
43
5> 8 U UL A I I
. | . 220 2.30 2.40 2.50
Ot e S e | M/Z 43.00  35.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50
55 87 m/z 87.00 25.69%
0 ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87 RS UL IR I I
2.20 2.30 2.40 2.50
5000 a1 55 m/z 55.00 24 .20%
| :
ok 1l MLW U etl o | o7 12 1z
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- A
7B 2.20 2.30 2.40 2.50
m/z 41.00 11.75%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 4

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

5.08 53.99 ng 2116800 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 509 (5.081 min): BF115835.D (-502) (-) m/z 43.00 100.00%
a3
59
5000
T ik 5k 550 a0
83 : : :
o...,....,....,....',':...?.1.:!,...‘??....,.~...,...:,....,....,....,....,...., m/z 59.00 58.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 RS UL UL UL LA
59 480 500 520 5.40
m/z 101.00 22 .36%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 16.60%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L B N | |/|\| T
43 480 500 520 5.40
m/z 41.00 9.00%
5000
101
15
27 & ‘
0'“v“'v”m'“wH'WH“l“”b'“wgﬁw“'b“w'“WH'W““l““l R UL A R IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.63 Concentration Rank 2

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

6.63 67.54 ng 2648110 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF115835.D (-768) (-) m/z 132.00 100.00%
5000 68
© o |l 7o Fioms | 3 5k sho Sk b
o AL 8T LS m/z 68.00 42.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 116 NUEBU AR AR RSN
6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.20%
ol 8 7 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 L
SRR SR S
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 28.36%
41 97
53
I P
ob bl es r0s |y
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-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17.54%
117
5000
29 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 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown8.62 Concentration Rank 11

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

8.62 2.75 ng 134571 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-chloro-3-(trifluorome... 180 C7H4CIF3 000098-15-7 22
2 5-Chloro-thiophene-2-carbonvl ch... 180 C5H2CI20S 1000296-93-2 16
3 2-Chloro-4-fluoroaniline 145 C6H5CIFN 002106-02-7 14
4 7-Ouinolinol 145 C9H7NO 000580-20-1 14
5 4-Ethyl-1,2,4-triazol-3-thione-5... 145 C4H7N30S 053249-23-3 14

Abundance Scan 1111 (8.622 min): BF115835.D (-1108) (-) m/z 145.00 100.00%
5
5000 k
rrTTrrTTTT TTT T T T T
205 8.20 8.40 8.60 8.80 9.00
o 192 ) 20 m/z 103.00  55.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46013: Benzene, 1-chloro-3-(trifluoromethyl)-
145 180
5000 DR ARERE SRS
161 8.20 8.40 8.60 8.80 9.00
o 95 130 m/z 179.90 50.74%
27. 3||8 || 62 I ||| T 111 | ||
m/z--> ﬁo Jo 65 85 160 150 150 1&0 180 260 250
Abundance #45827: 5-Chloro-thiophene-2-carbonyl chloride
145
820 840 8.60 8.80 9.00
5000 73 m/z 115.00 36.25%
37 57 117 180
ol o5 | aze Jase
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #21377: 2-Chloro-4-fluoroaniline e BRam )
145 8.20 8.40 8.60 8.80 9.00
m/z 78.00 34.97%
5000
83
109
VS 0 Ty S A (| GRS G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8. 20 8.40 8. 60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Trichloroacetic acid, hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.35 ng 138654 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 2008 (13.898 min): BF115835.D (-2004) (-) m/z 83.00 100.00%
43
5000
13.60 13.80 14.00 14.20
Ot m/z 43.00 90.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester
48
69
5000 R BN U
13.60 13.80 14.00 14.20
125 m/z 97.00 90.22%

o 153168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #197885: Trichloroacetic acid, pentadecy! ester

13.60 13.80 14.00 14.20
m/z 57.00 88.39%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol B EREmEES SR
55 83 13.60 13.80 14.00 14.20
m/z 55.00 82.08%

N

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

5000

8270-BF071219.M Tue Jul 30 16:59:39 2019

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 10
R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.84 ng 167592 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hexadecane 226 C16H34 000544-76-3 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 2054 (14.168 min): BF115835.D (-2051) (-) m/z 57.00 100.00%
57
85
5000
13 13.80 14.00 14.20 14.40
141
ol, WAL, o m/z 71.00 77.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 NN S BN BUURRE
13.80 14.00 14.20 14.40
m/z 43.00 69.23%
29 113
oL i b 1] | 191,169 197 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #185535: Heptadecane, 9-octyl-
57
13.80 14.00 14.20 14.40
5000 85 m/z 85.00 55.98%
oL 38 ‘} L J11ﬁ3d 141 169 197 %% 267 204 323 352
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane L AL B N B B R RN B
57 13.80 14.00 14.20 14.40
m/z 55.00 24 .41%
5000 85
29 i 13 14
ol b h T gt 169 107 205 253 | 295 33 367 | o e o
m/z--> 50 100 150 200 250 300 350 13. 80 14. oo 14 20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.48 5.96 ng 351033 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2107 (14.480 min): BF115835.D (-2102) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.20 14.40 14.60 14.80
ol | 1 .J-.|| L P97 225 258 282 m/z 71.05 74.43%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U SN B U SRR
14.20 14.40 14.60 14.80
m/z 43.00 59.91%
29 113
oLl I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
' 14.20 14.40 14.60 14.80
5000 85 m/z 85.05 55.52%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #129490: Eicosane P T T
57 14.20 14.40 14.60 14.80
m/z 55.00 23.11%
85
5000
o 29 L J | 4141 169 197 225 p53 282 | }LA._hﬁJk,‘AN
m/z--> 5'0 100 150 2(')0 251;0 3(')0 350 ' 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.78 6.20 ng 587584 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2158 (14.780 min): BF115835.D (-2154) (-) m/z 57.00 100.00%
g7
85
5000

14.40 14.60 14.80 15.00

J 141 169 197
0....-,.'. ll| e LT —— m/z 71.05 76.78%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
14.40 14.60 14.80 15.00
29 m/z 43.00 62.98%
oL | | (113 141 169 197 225 253 281 309 337 365 394
T e T L o e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 55.83%
29
R NN M3 141 169 197 25 253 295 323 367
— e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.40 14.60 14.80 15.00
m/z 55.00 23.00%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
— T T e e o p o et
m/z--> 50 100 150 200 250 300 350 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 2-methyloctacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.12 7.97 ng 754504 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2216 (15.121 min): BF115835.D (-2211) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.80 15.00 15.20 15.40
oL, ..|, l| LT P 197 225 258 295 387 m/z 71.05  75.91%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane

5000
14.80 15.00 15.20 15.40

m/z 43.00 59.34%

o 141 169 197 225 267 295
m/z--> 50 100 150 200 250 300 350

Abundance #194493: Hexacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 55.77%
29
LT ] | M2 141 169 107 225 253 295 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 14.80 15.00 15.20 15.40
m/z 55.00 22.16%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
L o e e e T e o B LA B B e e e e e e e T
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.93 8.92 ng 844499 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2354 (15.933 min): BF115835.D (-2347) (-) m/z 57.00 100.00%
q7
85
5000

141 169 197 15.60 15.80 16.00 16.20
ol ALl “111.', L L E— m/z 71.00  77.58%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
85

5000 RRERARRESES e s e
15. 60 15. 80 16 00 16.20

m/z 85.05 59.19%

113
o 200 || |10, 169 197 225 267 295 365 393
el T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57

15.60 15. 80 16 00 16.20

85

5000 m/z 43.00 59.05%
29 113
oL L L i |y 40 260 197 225 253 206
<
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B ERREE e R E e e S Al
57 15.60 15.80 16.00 16.20
m/z 55.00 23.03%
5000 85
29
oL ZTU L (T 14 169 197 225 253 205 323 367
SR WA S A A e e L s
miz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072919\
Data File : BF115835.D

Aca On 29 Jul 2019 16:41

Operator : HP/JU

Sample : K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.43 5.89 ng 557726 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2439 (16.433 min): BF115835.D (-2432) (-) m/z 57.00 100.00%

g7
85
5000

141169197 71620 16140 16,60 16.80
ol .,..l|;l:,.|. LY N - N— m/z 71.05 75.11%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
85

5000
1620 1640 16,60 16.80
m/z 43.00 58.22%

29
LT ﬂ1}3‘1§1 169 197 225 253 295 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57

16.20 16. 40 16 60 16.80

5000 85 m/z 85.00 55.10%
113
N BEE 141,169 197 225 267 295 365 393
e e e e S e S
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T
57 16.20 16.40 16.60 16.80

m/z 55.00 22 .59%

85
5000
29 113
| J | 141 169 197 225 253 296

ot—rryt e R I REEEEmEEa

T
m/z--> 50 100 150 200 250 300 350 16. 20 16. 40 16 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072919\
Data File : BF115835.D

Acq On 29 Jul 2019 16:41

Operator : HP/JU

Sample - K4036-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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... 2.13 88.2 ng 3456810 1 6.86 784143 20.0
2-Pentanone, 4-hy... 5.08 54_.0 ng 2116800 1 6.86 784143 20.0
unknown6.63 6.63 67.5 ng 2648110 1 6.86 784143 20.0
unknown8.62 8.62 2.8 ng 134571 2 8.14 979511 20.0
Trichloroacetic a... 13.90 2.4 ng 138654 5 14.02 1178540 20.0
Heneicosane 14.17 2.8 ng 167592 5 14.02 1178540 20.0
Eicosane 14.48 6.0 ng 351033 5 14.02 1178540 20.0
Octacosane 14.78 6.2 ng 587584 6 15.48 1894280 20.0
2-methyloctacosane 15.12 8.0 ng 754504 6 15.48 1894280 20.0
Heptadecane, 9-oc... 15.93 8.9 ng 844499 6 15.48 1894280 20.0
Hexacosane 16.43 5.9 ng 557726 6 15.48 1894280 20.0
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