LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114725.D

Aca On : 31 May 2019 23:41

Operator : HP/JU

Sample : K3124-05

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 F\METHODS\8270-BF052919 .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 5.310 542 548 551 rBY 7735879 9440862 85.99% 9.895%
2 6.334 715 722 725 rBV 7456149 9898075 90.15% 10.374%
3 6.469 739 745 748 rBVY 8904476 9915176 90.31% 10.392%
4 6.692 779 783 787 rBVY 3003615 2523720 22.99% 2.645%
5 6.851 805 810 813 rBVY 8122172 7968879 72.58% 8.352%
6 7.257 872 879 882 rBVY 5928809 6582139 59.95% 6.899%
7 7.975 996 1001 1004 rBY 3590834 3269917 29.78% 3.427%
8 9.051 1178 1184 1187 rBV 10237531 10979212 100.00% 11.508%
9 9.439 1242 1250 1253 rBvV 1904705 1558721 14.20% 1.634%
10 9.722 1292 1298 1301 rBV 4212421 3742375 34.09% 3.923%

11 10.504 1422 1431 1434 rBV 7042462 7304754 66.53% 7.656%
12 11.192 1544 1548 1552 rVB 4262273 3692179 33.63% 3.870%
13 11.739 1637 1641 1651 rBV2 937673 1018320 9.27% 1.067%
14 12.516 1770 1773 1781 rBV 313715 359364 3.27% 0.377%
15 12.780 1812 1818 1821 rBV 9118869 9792714 89.19% 10.264%

16 13.680 1967 1971 1982 rBvV2 378378 482144 4_.39% 0.505%
17 13.810 1989 1993 1997 rBV 2881229 2858189 26.03% 2.996%
18 14.310 2075 2078 2084 rBV 173027 177646 1.62% 0.186%
19 14.604 2125 2128 2135 rVB 159344 152958 1.39% 0.160%
20 14.674 2136 2140 2143 rVB 125384 127346 1.16% 0.133%

21 14.915 2177 2181 2185 rBV 227923 236477 2.15% 0.248%
22 15.198 2224 2229 2235 rBV 2008803 2359908 21.49% 2.473%
23 15.262 2236 2240 2249 rVB 157610 195869 1.78% 0.205%
24 15.662 2303 2308 2312 rBV 189994 266932 2.43% 0.280%
25 16.121 2381 2386 2396 rVB 109309 192753 1.76% 0.202%

26 16.657 2471 2477 2484 rBV2 85812 171419 1.56% 0.180%
27 17.286 2578 2584 2592 rVB3 59011 139699 1.27% 0.146%

Sum of corrected areas: 95407747
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114725.D

Aca On : 31 May 2019 23:41

Operator : HP/JU

Sample : K3124-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF114725.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114725.D

Aca On : 31 May 2019 23:41

Operator : HP/JU

Sample : K3124-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.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 unknown6.47 Concentration Rank 1

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

6.47 78.58 ng 9915180 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 745 (6.469 min): BF114725.D (-739) (-) m/z 132.00 100.00%
32
5000 68
40 % J " 620 640 6.60 6.80
54 . . :
o 8L eur e 207 7" 6810 38.38%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S A NE AR AR AR

6.20 6.40 6.60 6.80
m/z 134.00 35.90%

31 51
..|.."-,:.“.,.:.j?....,....,.. N —
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57 132
s s wa i aa
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.00 25.61%
SN V| VRN Y S S
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e AR
132 6.20 6.40 6.60 6.80
m/z 69.05 15.68%
5000 67
41 53 97 117
b
S Y R T . RN ) JUNNRY 1 ) S
m/z--> 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114725.D

Aca On : 31 May 2019 23:41

Operator : HP/JU

Sample : K3124-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.74 5.52 ng 1018320 Phenanthrene-d10 11.19
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 1641 (11.739 min): BF114725.D (-1637) (-) m/z 72.95 100.00%

7B
43

5000

213 e N EEEE
256 11.40 11.60 11.80 12.00

m/z 59.95 79.63%

157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

5000

11.40 11. 60 11. 80 12. 00
256 m/z 43.00 77.41%

157 1g5 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #72647: Tridecanoic acid
73
43 BREEREEE R S
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 65.77%
171
ZT l 214
VA s o | por |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 k\}w
Abundance #84453: Tetradecanoic acid
73 11.40 11.60 11.80 12.00
43 m/z 55.00 64.19%
5000 129
185 228
7 0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11.60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114725.D

Aca On : 31 May 2019 23:41

Operator : HP/JU

Sample : K3124-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.52 2.51 ng 359364 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Oxalic acid. propvl tetradecvl e... 328 C19H3604 1000309-26-7 35
4 Oxalic acid. isobutyl heptadecvl... 384 C23H4404 1000309-38-2 25
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
Abundance Scan 1774 (12.522 min): BF114725.D (-1770) (-) m/z 72.95 100.00%
43 7B
57
5000 129
—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
12.20 12.40 12.60 12.80
0 m/z 43.10 88.64%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
78
43 §
129
5000] 28 284 LR BN DL BN B

12.20 12.40 12.60 12.80
m/z 55.00 75.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid

%

43 L e B

5 12.20 12.40 12.60 12.80
5000 129 m/z 60.00 74 .61%
29 185 228
‘ il T7 01115 | 143 171 ‘ 199
R I Ml .~ W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #167553: Oxalic acid, propy! tetradecy! ester R e RRR
43 12.20 12.40 12.60 12.80
57 m/z 57.00 73.09%
B 71 Nvafmwﬂnh,ﬂ\A\»vﬂ»VW\VM\AJ
29
L 134 153168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114725.D

Aca On : 31 May 2019 23:41

Operator : HP/JU

Sample : K3124-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.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 Cyclotridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.68 3.37 ng 482144 Chrysene-di12 13.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotridecane 182 C13H26 000295-02-3 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 94
Abundance Scan 1971 (13.680 min): BF114725.D (-1967) (-) m/z 57.05 100.00%
a7
SR AR SN SR SR
139 13.40 13.60 13.80 14.00
l Il hal07 195216 248 280 | "m/z 83.10 95.51%
m/z--> 50 100 150 200 250 300 350
Abundance #47268: Cyclotridecane
a1
69
5000 97
13.40 13.60 13.80 14.00
125 m/z 55.00 93.37%
| 154 182
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 43.00 92 .46%
29
L ‘ L L |12 167 105 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol B e St e St
57 97 13.40 13.60 13.80 14.00
m/z 97.05 88.82%
5000
125
201 [ 4 L L1534181 209 236 264 292 320 350 378 .
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114725.D

Aca On : 31 May 2019 23:41

Operator : HP/JU

Sample : K3124-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.92 2.00 ng 236477 Perylene-d12 15.20
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 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2182 (14.921 min): BF114725.D (-2177) (-) m/z 57.10 100.00%
57
85
5000
141 169 197 14.60 14.80 15.00 15.20
o...J,'.J..J.“,.'l.-l..',-.‘..-.',...23?9,..2?1. | m/z 71.05  76.22%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85 LR DU SRR R

14,60 14.80 15.00 15.20
m/z 43.00 61.12%

113
2?] L 4 169 197 225 267 295 365 393
il T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
AR R RS SRS RRE
85 14.60 14.80 15.00 15.20
5000 m/z 85.10 59.35%
29 113
UL LT 141 160 197 205 253 206
L LI e e o L AL o S o o
m/z--> 50 100 150 200 250 300 350
Abundance #175556: Tetracosane S BB RaE
57 14.60 14.80 15.00 15.20
m/z 55.00 20.80%
85
5000
29
113
L Lo W 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\
Data File : BF114725.D

Aca On : 31 May 2019 23:41

Operator : HP/JU

Sample : K3124-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.26 ng 266932 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2308 (15.662 min): BF114725.D (-2303) (-) m/z 57.10 100.00%
7
5000
141 15.40 15.60 15.80 16.00
169 197 225 253 282 n/z  71.05 73 37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 LR IR B SURBURN I
15.40 15.60 15.80 16.00
113 m/z 85.05 53.92%
29 | d 141 169 197 225 253 281 309 337 365 303 422
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
15,40 15.60 15.80 16.00
5000 85 m/z 43.00 53.66%
29 ‘ _ Jlﬁ3‘1ﬂl‘169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane N ma  aa
57 15.40 15.60 15.80 16.00
m/z 55.05 23.20%
85
5000
29 113
111 [ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF053119\
Data File : BF114725.D

Acq On : 31 May 2019 23:41

Operator : HP/JU

Sample - K3124-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052919_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]
unknown6 .47 6.47 78.6 ng 9915180 1 6.69 2523720 20.0
n-Hexadecanoic acid 11.74 5.5 ng 1018320 4 11.19 3692180 20.0
Octadecanoic acid 12.52 2.5 ng 359364 5 13.81 2858190 20.0
Cyclotridecane 13.68 3.4 ng 482144 5 13.81 2858190 20.0
2-methyloctacosane 14.92 2.0 ng 236477 6 15.20 2359910 20.0
Triacontane 15.66 2.3 ng 266932 6 15.20 2359910 20.0
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