LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022420.D

Aca On 29 Aug 2019 22:36

Operator : HP/JU

Sample : K4596-13

Misc :

ALS Vial : 10 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 M\METHODS\8270-BM082919 .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

5.146 361 367 379 rVB 159298 240452 11.12% 2.628%
6.722 629 635 647 rBvY 89619 154340 7.14% 1.687%
rBB 341012 538012 24.88% 5.881%
7.522 765 771 777 rBB 81322 121000 5.60% 1.323%
7.834 817 824 833 rBB 318052 503904 23.30% 5.508%
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8.693 964 970 987 rBV 219977 388965 17.99% 4._.252%
10.298 1237 1243 1252 rVB 81151 138530 6.41% 1.514%
12.786 1660 1666 1681 rBV 633360 922235 42.65% 10.081%
14.186 1898 1904 1912 rBB2 124790 185887 8.60% 2.032%
15.698 2155 2161 2175 rBB 663526 895795 41.43% 9.792%

=
QO ~NO®

11 16.957 2369 2375 2384 rBV 157895 231167 10.69% 2.527%
12 17.615 2483 2487 2490 rBV 31824 32292 1.49% 0.353%
13 19.598 2818 2824 2831 rBV 1931274 2162382 100.00% 23.638%
14 20.304 2935 2944 2954 rBV 1389127 1732058 80.10% 18.934%
15 20.862 3035 3039 3045 rBV3 33322 47831 2.21% 0.523%

16 21.168 3086 3091 3098 rBV 309919 398807 18.44% 4 _359%
17 22.168 3258 3261 3268 rVB5 33315 56400 2.61% 0.617%
18 23.356 3457 3463 3470 rBvV 219111 398031 18.41% 4_.351%

Sum of corrected areas: 9148088
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM082919\
Data File : BM022420.D

Aca On : 29 Aug 2019 22:36

Operator : HP/JU

Sample . K4596-13

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM022420.D
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Abundance TIC: BM022420.D
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Abundance TIC: BM022420.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022420.D

Aca On 29 Aug 2019 22:36

Operator : HP/JU

Sample - K4596-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.06 Concentration Rank 1

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

7.06 88.93 ng 538012 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 10

Abundance Scan 692 (7.057 min): BM022420.D (-686) (-) m/z 132.00 100.00%
32
5000 68
0 s 6 o | 103 680 7.00 7.0 7.40
m/z 68.10 41.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 U R UL I
69 6.80 7.00 7.20 7.40
57 76 m/z 66.00 38.95%
” ” 89 103
'“l““|““l“”mm“T““l““lJLl““h“*lm“ yﬁl””l'“l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
N AR N AR B
6.80 7.00 7.20 7.40
5000 m/z 134.00 32.43%
64
15 2\\7 34 42\ ! ‘ | 76 91 99 il
miz--> T 26 8 40 B0 60 7o 80 80 100 110 130 130 130
Abundance #14144: 5-Fluoro-2-chloropyrimidine R i M o
132 6.80 7.00 7.20 7.40
m/z 69.10 22 .93%
5000
33 44 o 97 105
78
"'l"“|""vk"|'“'?%"?ﬁ"'l“'ll'?ﬁl"ﬂ'l“khl}}ﬁl""|"' T RS L R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022420.D

Aca On 29 Aug 2019 22:36

Operator : HP/JU

Sample - K4596-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.62 2.79 ng 32292 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 72
2 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 38
3 Ethanone. 1-(9-anthracenvl)- 220 C16H120 000784-04-3 22
4 1.3-Pentadiene. 1.1-diphenvl-. (2)- 220 C17H16 015295-31-5 20
5 9-Ethyl-10-methylanthracene 220 C17H16 019713-49-6 18
Abundance Scan 2488 (17.621 min): BM022420.D (-2483) (-) m/z 217.10 100.00%
247
57 175
41
5000 189
91 R 1
17 105 133147 | | Bl 261 17.40 17.60 17.80 18.00
LS B e e A S = = a e AR m/z 205.00 83.54%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124430: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57
205
5000 R U B SURRLRN U
175 17.40 17.60 17.80 18.00
91 189 20 m/z 57.00 69.44%
77 109 135 o161 233 261
e |.I|.|. ||||| |.I|||| |I|.I |.||II| |||||.I ﬂh. I||| . 276
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77432: Ethanone, 1-(5,6,7,8-tetrahydro-2,8,8-trimethyl-4H....
43 205
" 17.40 17.60 17.80 18.00
5000 17 m/z 175.10 67.64%
163 220
106 121135149
77
.2‘;‘9..‘|“.§‘7““ m ; ‘HIH‘ \\h \M ‘\l I\I]'llgpl |‘||||‘||||||||||||||||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77668: Ethanone, 1-(9-anthracenyl)- B L B!
205 17.40 17.60 17.80 18.00
m/z 41.00 52.92%
177
220
5000 P
43 151
57 75 110 19
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022420.D

Aca On 29 Aug 2019 22:36

Operator : HP/JU

Sample - K4596-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.30 86.86 ng 1732060 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 98
2 Tetradecanamide 227 C14H29NO 000638-58-4 50
3 Methvl 17-methoxv-10-methoxvcarb... 386 C22H4205 1000110-20-7 38
4 Dodecanamide 199 C12H25N0 001120-16-7 38
5 Hexanamide 115 C6H13NO 000628-02-4 35
Abundance Scan 2943 (20.298 min): BM022420.D (-2935) (-) m/z 59.00 100.00%
5000
39 1 115 100 126 20100 20120 20140 2060
154 238 - - - -
flh g 7 182207 290 204283 3% nsz 72.00  75.74%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
5000 N USSR AR
20.00 20.20 20.40 20.60
29 8 m/z 41.10 51.69%

1
100 126 154 184 510 238 281

il L
LI e e B LI S s s B s s

T T T
m/z--> 50 100 150 200 250 300 350

Abundance #83610: Tetradecanamide
59
R B e e R
20.00 20.20 20.40 20.60
5000 m/z 55.10 48.04%
29 97 128 227
B 0 AN of -
m/z--> 50 100 150 200 250 300 350
Abundance #205638: Methyl 17-methoxy-10-methoxycarbonyloctadecanoate R e e  EERE
59 20.00 20.20 20.40 20.60
m/z 43.10 35.84%
5000

39 || 79 % 126 152 184 212 244263 291311 339 371
LR

T T T I 1 T 1
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022420.D

Aca On 29 Aug 2019 22:36

Operator : HP/JU

Sample - K4596-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.86 2.40 ng 47831 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 74
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 64
5 Cyclopentane, decyl- 210 C15H30 001795-21-7 64

Abundance Scan 3039 (20.862 min): BM022420.D (-3035) (-) m/z 57.05 100.00%

43 5f7
83

5000

;193208223 251,281 20.60 20.80 21.00 21.20
m/z 43.10 89.53%

17

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69584: Cyclopentadecane
41 56

69 g3

5000 LN L L L LB L
20.60 20.80 21.00 21.20
m/z 55.00 82.19%
]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43 57
83 e AR am s
20.60 20.80 21.00 21.20
5000 m/z 83.10 80.27%

29

125
153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207396: Bromoacetic acid, octadecyl ester
43 20.60 20.80 21.00 21.20

57 m/z 69.00 71.15%
83 97

5000
29

208224 250 297

153167181

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082919\
Data File : BM022420.D

Aca On 29 Aug 2019 22:36

Operator : HP/JU

Sample - K4596-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.17 2.83 ng 56400 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 70
2 Nonadecane 268 C19H40 000629-92-5 55
3 Octacosane 394 C28H58 000630-02-4 52
4 Tetracosane 338 C24H50 000646-31-1 49
5 1-Trifluorosilyltridecane 268 C13H27F3Si 1000217-08-2 49

Abundance Scan 3261 (22.168 min): BM022420.D (-3258) (-) m/z 57.10 100.00%

57

85

5000

250 282 341 401 21.80 22.00 22.20 22.40
m/z 43.05 75.69%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LA L L L L LB L
21.80 22.00 22.20 22.40
m/z 71.00 72.09%
29 13 4
L L) J | 77,169 107 225 253 282
e e B o o T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57
R e SRR
21.80 22.00 22.20 22.40
5000 85 m/z 85.10 58.64%
29 268
113
e e e L o e e IBLANLAN B e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane B B o
57 21.80 22.00 22.20 22.40
m/z 41.00 35.22%
5000 85
29
Ly M 141 160 197 205 253 281 309 337 365 394
A e o o o e o e e L L e e e e e R e SRR
m/z--> 50 100 150 200 250 300 350 400 21. 80 22. OO 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082919\
Data File : BM022420.D

Acq On 29 Aug 2019 22:36

Operator : HP/JU

Sample . K4596-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_M
Quant Title : 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]
unknown7 .06 7.06 88.9 ng 538012 1 7.52 121000 20.0
7,9-Di-tert-butyl... 17.62 2.8 ng 32292 4 16.96 231167 20.0
9-Octadecenamide, ... 20.30 86.9 ng 1732060 5 21.17 398807 20.0
Cyclopentadecane 20.86 2.4 ng 47831 5 21.17 398807 20.0
Eicosane 22.17 2.8 ng 56400 5 21.17 398807 20.0
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