LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119049.D

Aca On : 25 Feb 2020 4:49

Operator : CG/JU

Sample : L1635-20

Misc :

ALS Vial : 24 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-BF022020.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 4.963 485 489 505 rvB 108045 142095 4 .89% 0.618%
2 5.381 556 560 578 rBVY 2179695 2080649 71.59% 9.056%
3 6.398 729 733 752 rBVY 2042645 2143146 73.74% 9.328%
4 6.751 790 793 803 rBV 950309 814997 28.04% 3.547%
5 6.910 816 820 823 rBVY 2374445 2042523 70.28% 8.890%
6 7.316 884 889 901 rBVY 1450489 1488563 51.22% 6.479%
7 8.034 1007 1011 1019 rBV 1190535 1048387 36.07% 4 _.563%
8 9.110 1189 1194 1197 rBV 3143200 2906202 100.00% 12.649%
9 9.228 1206 1214 1224 rVB 327345 335797 11.55% 1.462%
10 9.504 1257 1261 1268 rVB 153447 142525 4 _.90% 0.620%

11 9.786 1305 1309 1319 rVB 1364809 1236084 42.53% 5.380%
12 10.369 1404 1408 1415 rBV 164233 150011 5.16% 0.653%
13 10.575 1439 1443 1457 rBV 1674233 1659705 57.11% 7.224%
14 11.269 1557 1561 1568 rBV 1257895 1156114 39.78% 5.032%

15 11.498 1596 1600 1608 rBV2 62113 80609 2.77% 0.351%
16 11.798 1647 1651 1661 rBV2 96870 114840 3.95% 0.500%
17 12.051 1690 1694 1697 rBV 43161 34989 1.20% 0.152%
18 12.316 1735 1739 1745 rBV 71024 92283 3.18% 0.402%

19 12.851 1825 1830 1833 rBV 2671071 2581491 88.83% 11.236%
20 13.745 1978 1982 1991 rBV 142231 201628 6.94% 0.878%

21 13.904 2005 2009 2017 rVB 915294 865676 29.79% 3.768%

22 14.068 2033 2037 2042 rVB 34915 31849 1.10% 0.139%
23 14.374 2085 2089 2098 rBV2 51646 77966 2.68% 0.339%
24 14.645 2131 2135 2137 rBV 96525 99464 3.42% 0.433%
25 14.668 2137 2139 2144 rVV 65284 63889 2.20% 0.278%
26 14.739 2147 2151 2156 rVvV 242127 226617 7 .80% 0.986%
27 14.986 2189 2193 2196 rBV 66916 72544 2.50% 0.316%
28 15.327 2246 2251 2262 rVB 710091 958082 32.97% 4_.170%
29 15.757 2320 2324 2328 rBV2 48318 63106 2.17% 0.275%
30 15.809 2330 2333 2342 rVBS8 14314 30477 1.05% 0.133%
31 16.227 2401 2404 2410 rVB2 22920 33699 1.16% 0.147%
Sum of corrected areas: 22976007
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119049.D

Aca On : 25 Feb 2020 4:49

Operator : CG/JU

Sample : L1635-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF119049.D
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Abundance TIC: BF119049.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119049.D

Aca On : 25 Feb 2020 4:49

Operator : CG/JU

Sample : L1635-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.96 3.49 ng 142095 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 50
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 50
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 28
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 488 (4.957 min): BF119049.D (-485) (-) m/z 43.00 100.00%
a3
59
5000
101
| 83 4.60 4.80 5.00 5.20
1 S Y| O Y I RN m/z 59.00 75.27%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS R AR R
59 460 480 500 520
m/z 101.00 34.27%
o 25 3t 37 , 83 o3 M1
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
43 59
460 480 500 520
5000 18 m/z 58.00 17 .50%
28
12
G L I U S I I UL IS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8387: 2-Pentanol, 2,4-dimethyl- R L R REa
59 4.60 4.80 5.00 5.20
m/z 41.10 10.56%
5000
43 101
0 15 ! \3‘1 37\ ‘ ‘ | 53\\ i 65 71 8\3
miz--> 0 20 30 40 50 60 70 8 90 100 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119049.D

Aca On : 25 Feb 2020 4:49

Operator : CG/JU

Sample : L1635-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2

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

9.23 5.43 ng 335797 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Pvridine. 2-butvl-. 1l-oxide 151 C9H13NO 031396-32-4 59
3 m-l1sopropoxvaniline 151 C9H13NO 041406-00-2 53
4 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 53
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 38

Abundance Scan 1214 (9.228 min): BF119049.D (-1206) (-) m/z 109.10 100.00%
43 109
151
5000
% 3 he 3k e ek
123 137 169 : : : :
0...,....|||:'."|' |||. ||I||II$7 |IJI|I'II"'I"I"!'I"I"I""I""I m/z 43.00 82 .92y
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 A LA RS IR A
8.80 9.00 9.20 9.40 9.60
57 69 85 m/z 151.10 65.89%
JLs 2 || s A RO 9 12 am
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
109
8.80 9.00 9.20 9.40 9.60
5000 151 m/z 41.00 20.46%
93 122
32 79 134
e S S U UL L L B B WL S WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline
109 8.80 9.00 9.20 9.40 9.60
m/z 85.00 18.92%
5000
151
80
15 27 41 53 65 | 92 | 122 136
m/z--> 20 4'0 6|O 80 100 120 140 1('30 180 200 8.80 9.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119049.D

Aca On : 25 Feb 2020 4:49

Operator : CG/JU

Sample : L1635-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 unknownl0.37 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.43 ng 150011 Acenaphthene-d10 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 50
2 Metacetamol 151 C8HONO2 000621-42-1 43
3 Acetaminophen 151 C8HONO2 000103-90-2 43
4 4H-Chromene. 4a.5.6.7.8.8a-hexah... 208 C14H240 1000196-77-4 38
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 38
Abundance Scan 1408 (10.369 min): BF119049.D (-1404) (-) m/z 109.10 100.00%
43 109
5000 151 213
69 85 T L
255 10.00 10.20 10.40 10.60
137 169 195
0...,....'|||..ﬁ.hl."|.|'.'.“,l'.L.l.lj:'l" .|. '|"..".'|....,....,.... S N m/z _ 43.00 86.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 AUV BARSUREE
10,00 10.20 10.40 10.60
69 gg m/z 213.20 46 .35%
29 | | 169
olis 2 L bl wly | 102 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
109
10,00 10.20 10.40 10.60
5000 151 m/z 151.10 43.94%
43
14 27 65 0 94 | 122135
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24781: Acetaminophen e AR .ﬂ, T
10.00 10.20 10.40 10.60
m/z 85.10 23.76%
5000
43 80
ol 122135
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119049.D

Aca On : 25 Feb 2020 4:49

Operator : CG/JU

Sample : L1635-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.74 4.66 ng 201628 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 1981 (13.739 min): BF119049.D (-1978) (-) m/z 83.00 100.00%

5000

-

13.40 13.60 13.80 14.00

(o} m/z 69.00 88 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #166292: Behenic alcohol

:

5000 LA LI L L L L L LB
13.40 13.60 13.80 14.00
29 m/z 57.05 85.97%
o J|.| | 167182 210 238 264280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R A AR R
13.40 13.60 13.80 14.00
5000 111 m/z 97.05 84.03%
29

126
154 182 210 238 266

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
4 13.40 13.60 13.80 14.00

m/z 43.00 77 .66%

69
5000

125
153 181196

:

224

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119049.D

Aca On : 25 Feb 2020 4:49

Operator : CG/JU

Sample : L1635-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.64 2.08 ng 99464 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Dodecanamide 199 C12H25N0 001120-16-7 47
4 Decanamide- 171 C10H21NO 002319-29-1 38
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 38

Abundance Scan 2134 (14.639 min): BF119049.D (-2131) (-) m/z 59.00 100.00%

5000

83 gg

14.40 14.60 14.80 15.00

112128 151167 199

o m/z 72.00 82 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 RS s s R

14.40 14.60 14.80 15.00
m/z 55.00  46.45%

2

81
98112126140154 170184198 221 238 264 281

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R EEE SR e a s s
14.40 14.60 14.80 15.00
5000 m/z 69.00 36.24%
43 227
. 29 73 97 114128 155166 184198515
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 N
Abundance #60439: Dodecanamide T e

59 14.40 14.60 14.80 15.00
m/z 41.00 34.76%

5000

| 88 100114126142156170184199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022420\
Data File : BF119049.D

Aca On : 25 Feb 2020 4:49

Operator : CG/JU

Sample : L1635-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022020.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 7 Squalene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.74  4.73ng 226617  Perylene-di2 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 94

2 Supraene 410 C30H50 007683-64-9 91
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 87
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
Abundance Scan 2151 (14.739 min): BF119049.D (-2147) (-) m/z 69.05 100.00%
6o
5000
41 AT
9 137 14.40 14.60 14.80 15.00
ol adil a1y QgL A 231 273 34 uspg1.10  53.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
6o
5000 L I B B SULR
al 14.40 14.60 14.80 15.00
% o m/z 41.05 19.42%
0 Lhd il gapy 161 191 231 273 299 341 367
m/z--> 56 160 1%0 260 2%0 300 3éo 460
Abundance
69
14.40 14.60 14.80 15.00
5000 m/z 95.10 14.23%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
LR L L L L UL UL LA L (L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69 14.40 14.60 14.80 15.00
a1 m/z 68.05 12.15%
5000
95 123
0 ..Lﬂ.\“..‘Hl'..u.‘.l“tg.:!'7.7.|....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022420\
Data File : BF119049.D

Acq On : 25 Feb 2020 4:49

Operator : CG/JU

Sample : L1635-20

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022020.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]
2-Pentanone, 4-hy... 4.96 3.5 ng 142095 1 6.75 814997 20.0
2,4,7,9-Tetrameth. .. 9.23 5.4 ng 335797 3 9.79 1236080 20.0
unknown10.37 10.37 2.4 ng 150011 3 9.79 1236080 20.0
Behenic alcohol 13.74 4.7 ng 201628 5 13.90 865676 20.0
9-Octadecenamide,... 14.64 2.1 ng 99464 6 15.33 958082 20.0
Squalene 14.74 4.7 ng 226617 6 15.33 958082 20.0
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