LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF051619\

Data File : BF114324.D

Aca On : 16 May 2019 21:59 Instrument :
Operator : JU/SJ BNA_F

Sample - K2637-03 ClientSampleld :
Misc - HR-06-051519-B
ALS Vial : 23 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-BF051019.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 3.916 307 311 321 rVB 108822 158971 3.32% 0.369%
2 5.487 573 578 598 rBVY 4204065 4477484 93.60% 10.395%
3 6.498 745 750 768 rBY 4650365 4783396 100.00% 11.105%
4 6.628 768 772 775 rBVY 5001205 4509266 94.27% 10.469%
5 6.851 806 810 818 rBVY 1544709 1411529 29.51% 3.277%
6 7.004 832 836 840 rBVY 3690068 3454628 72.22% 8.020%
7 7.410 901 905 918 rBVY 3098417 3012064 62.97% 6.993%
8 8.128 1024 1027 1042 rBV 1682976 1765189 36.90% 4 .098%
9 9.204 1206 1210 1213 rBvY 5173232 4369175 91.34% 10.143%
10 9.598 1273 1277 1286 rBV 552645 563967 11.79% 1.309%

11 9.886 1322 1326 1339 rVB 1929180 1867330 39.04% 4 _.335%
12 10.674 1456 1460 1474 rBV 2642745 2591203 54.17% 6.016%
13 11.263 1556 1560 1565 rVB3 38164 55942 1.17% 0.130%
14 11.368 1574 1578 1581 rBV 1720072 1664127 34.79% 3.863%
15 11.392 1581 1582 1589 rVB 196939 172215 3.60% 0.400%

16 11.892 1662 1667 1675 rBV3 240046 316584 6.62% 0.735%
17 12.586 1782 1785 1789 rBV 228010 220793 4.62% 0.513%
18 12.674 1798 1800 1806 rBV7 35427 63751 1.33% 0.148%
19 12.815 1821 1824 1828 rVB 204402 183434 3.83% 0.426%
20 12.951 1843 1847 1850 rBV 3413554 3060922 63.99% 7.106%

21 13.851 1997 2000 2006 rVB2 198325 275324 5.76% 0.639%
22 14.015 2023 2028 2031 rBV 1381234 1532096 32.03% 3.557%
23 14.162 2051 2053 2056 rBV 103783 85828 1.79% 0.199%
24 14.468 2103 2105 2108 rVB 124789 107181 2.24% 0.249%
25 14.774 2155 2157 2161 rBV 135253 130654 2.73% 0.303%

26 14.851 2167 2170 2174 rVB 331610 341440 7.14% 0.793%
27 15.115 2212 2215 2218 rVB 190042 199554 4_.17% 0.463%
28 15.492 2275 2279 2286 rVB 1324528 1699899 35.54% 3.946%

Sum of corrected areas: 43073946
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051619\
Data File : BF114324.D

Aca On : 16 May 2019 21:59

Operator : JU/SJ

Sample : K2637-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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: BF114324.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051619\
Data File : BF114324.D

Aca On : 16 May 2019 21:59

Operator : JU/SJ

Sample : K2637-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.63 Concentration Rank 1

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

6.63 63.89 ng 4509270 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 772 (6.628 min): BF114324.D (-768) (-) m/z 132.00 100.00%
5000 68
620 640 6.60 6.80 7.00
0 B E e m/z 68.05 41.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I UL RN IR
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.27%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.93%
97
‘ ‘ 117
0....‘,‘..“.‘. Ul m.8|8 lwos oo
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R MR R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.41%
5000 98 116
o -‘-“‘. 89 | gor M 18189
m/z--> 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\BF051619\
Data File : BF114324.D

Aca On : 16 May 2019 21:59

Operator : JU/SJ

Sample : K2637-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 3.80 ng 316584 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 74
Abundance Scan 1667 (11.892 min): BF114324.D (-1662) (-) m/z 73.00 100.00%
I A—VL
5000
129
7 101115 185 213
| 01 143197171199 199717007 256 11.60 11.80 12.00 12.20
Obrrrrrrrr e m/z 43.05 99.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 LI UL BRI UL B

T T T T
11.60 11.80 12.00 12.20

m/z 60.00 89.77%
213
Ju 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73
R R e e A ARRE
43 11.60 11.80 12.00 12.20
5000 m/z 41.10 74 .18%
129
29 ‘ T7 115 171185 214
ox |
o.??,.:‘..‘,‘.‘..“l“‘.u“.‘.,“‘l‘..?ﬂ‘,u.m‘;,.‘.‘..,‘.1.‘?5,..;.,.‘..1.98...‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AR EEREE L
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 74 .03%
5000 129
29
199
‘ ‘ ‘ 143 157171 185 242
o .}?,.‘a..‘i... al L R R RE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051619\
Data File : BF114324.D

Aca On : 16 May 2019 21:59

Operator : JU/SJ

Sample : K2637-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 1-Tricosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.59 ng 275324 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 97
2 1-Docosene 308 C22H44 001599-67-3 93
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 2000 (13.851 min): BF114324.D (-1997) (-) m/z 57.10 100.00%
57
83
5000
111
139 167 13.60 13.80 14.00 14.20
ob—— 11, I L7 407185 208 234 256 286308 340358 | n/7 43.10  82.72%
m/z--> 50 100 150 200 250 300 350
Abundance #163016: 1-Tricosene
57 g3
5000 LR SR SIS SUBURA U
111 13.60 13.80 14.00 14.20
29 m/z 55.05 64 .89%
oLl 15,169 196 224 250 204 322
m/z--> 50 100 150 200 250 300 350
Abundance #151537: 1-Docosene
57 97
1360 13.80 14.00 14.20
5000 m/z 83.10 58.69%
29 125 308
oL Il [I7 h \|153 18 209 238 280 |
m/z--> 50 100 150 200 250 300 350
Abundance #163019: 9-Tricosene, (2)- I a  BREEEEES B
55 83 13.60 13.80 14.00 14.20
m/z 69.10 52.81%
2000 e M
29
322
oLl ‘J139 167 195 222 262 294 |
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051619\
Data File : BF114324.D

Aca On : 16 May 2019 21:59

Operator : JU/SJ

Sample : K2637-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.85 4.02 ng 341440 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 98
2 Saualene 410 C30H50 000111-02-4 98
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 72
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 59
Abundance Scan 2170 (14.851 min): BF114324.D (-2167) (-) m/z 69.10 100.00%
69 q
5000
41
R SR S BRI B
137 14.60 14.80 15.00 15.20
ol Lallal g4y i, 175106217 251 263 315341362382 410 7o g1 10 52.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LR SULRULE BRI SUNRULN SRR
14,60 14.80 15.00 15.20
41 m/z 41.10 29.69%
oLy .| 6.”.7.‘. (103 101 217 245 273 209 341 367 A0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
1460 14.:80 15.00 15.20
5000 4 m/z 95.10 15.09%
9% WWMM\AWM
oL— Jum-‘ u ;17 , 161 191 217 ,.27? ?99.. 341 367 ﬁ;o
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol I a BREmEEES
69 14.60 14.80 15.00 15.20
m/z 68.00 11.62%
5000
41
95 137
oL L, J luws  Ses SR
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051619\
Data File : BF114324.D

Aca On : 16 May 2019 21:59

Operator : JU/SJ

Sample : K2637-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Hexadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.12 2.35 ng 199554 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 93
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
Abundance Scan 2216 (15.121 min): BF114324.D (-2212) (-) m/z 57.10 100.00%
57
5000 85
127, 169 221 256 14.80 15.00 15.20 15.40
0 191 284 383
ol LA ROL 380 DL S, 207300328350 300408 Tm/z 71.10  63.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94354: Hexadecane, 2-methyl-
57
5000 L B SRR UL B
85 14,80 15.00 15.20 15.40
197 m/z 43.10 56.63%
0 L I [ 60 | 225
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57
14:80 15.00 15.20 15.40
5000 g5 m/z 85.10 38.20%
29 l 113
ol i \” L, 11161183 211 230 273 301322343 371304414
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane e A RERREEESE L
57 14.80 15.00 15.20 15.40
m/z 55.05 16.39%
5000 85
29
ol ‘ | | 4113 141 169 197 205 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051619\
Data File : BF114324.D

Acq On : 16 May 2019 21:59

Operator : JU/SJ

Sample : K2637-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .63 6.63 63.9 ng 4509270 1 6.85 1411530 20.0
n-Hexadecanoic acid 11.89 3.8 ng 316584 4 11.37 1664130 20.0
1-Tricosene 13.85 3.6 ng 275324 5 14.02 1532100 20.0
Supraene 14.85 4.0 ng 341440 6 15.49 1699900 20.0
Hexadecane, 2-met... 15.12 2.4 ng 199554 6 15.49 1699900 20.0
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