LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 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-BF012519.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 2.169 7 14 21 rVB 144137 192463 3.58% 0.393%
2 5.081 505 509 522 rVB 212667 335202 6.23% 0.685%
3 5.486 573 578 581 rBVY 4631822 4749203 88.28% 9.707%
4 6.492 743 749 752 rBVY 4547494 5049981 93.87% 10.321%
5 6.622 766 771 774 rBV 5488467 5324719 98.98% 10.883%
6 6.839 805 808 817 rBVY 1224396 1046896 19.46% 2.140%
7 6.998 831 835 839 rBVY 4287161 3924251 72.94% 8.021%
8 7.404 898 904 907 rBVY 3098421 3290517 61.16% 6.725%
9 8.122 1021 1026 1043 rBV 1493350 1393719 25.91% 2.849%
10 9.198 1203 1209 1212 rBV 5902469 5379822 100.00% 10.995%

11 9.586 1270 1275 1280 rBV 502506 414791 7.71% 0.848%
12 9.874 1319 1324 1329 rBV 1608112 1574865 29.27% 3.219%
13 10.668 1454 1459 1472 rBV 3860193 3864644 71.84% 7.899%
14 11.363 1573 1577 1588 rBV 1782606 1574837 29.27% 3.219%
15 11.886 1663 1666 1674 rBV2 243988 259601 4.83% 0.531%

16 12.574 1780 1783 1786 rBV 65849 57073 1.06% 0.117%
17 12.827 1819 1826 1841 rBV2 354173 640738 11.91% 1.310%
18 12.945 1841 1846 1849 rBV 4970230 4447878 82.68% 9.091%
19 13.509 1936 1942 1945 rBV2 57535 60180 1.12% 0.123%
20 13.833 1993 1997 2009 rBV 382242 531115 9.87% 1.086%

21 13.998 2022 2025 2029 rBV 1048385 1012735 18.82% 2.070%
22 14.151 2048 2051 2055 rBV 186724 174593 3.25% 0.357%
23 14.456 2099 2103 2110 rBV 350904 325908 6.06% 0.666%
24 14.762 2150 2155 2159 rBV 387446 391811 7.28% 0.801%
25 15.092 2207 2211 2217 rVB 386376 442854 8.23% 0.905%

26 15.468 2269 2275 2282 rBV2 1124076 1491460 27.72% 3.048%
27 15.898 2343 2348 2356 rVB 307789 462110 8.59% 0.944%

28 16.398 2428 2433 2445 rVB 191621 341772 6.35% 0.699%
29 16.986 2527 2533 2543 rVB2 81188 171808 3.19% 0.351%

Sum of corrected areas: 48927546
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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:\SVOASRVA\HPCHEMI\BNA F\DATA\BF012519\

BF112245.D

25 Jan 2019 21:22

JussJ

K1238-31

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
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3000000
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TIC: BF112245.D

15.47

1—4}.L46 14.76  15.09 /\ 15.90
i\
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 11

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

2.17 3.68 ng 192463 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 14 (2.169 min): BF112245.D (-7) (-) m/z 73.05 100.00%
74.0 A
5000
43.0
55.1 87.1
2.20 2.30 2.40 2.50 2.60
SN N P X FRSAN FOPVENSSUS 1 NSNS A m/z 43.05  34.70%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 220 2.30 2.40 2.50 2.60
550 87.0 m/z 87.10 25.29%
29.0
LN SURLELN SURLEL L SURLELS SURLELILN IR S SR SUREMS SURILIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
O e 87.0 220 2.30 2.40 2.50 2.60
5000 : m/z 55.10 22.61%
29.0
--.-135-0-.---‘1‘ 1 ‘ i .i‘.;..,....,..9.7.°,....,
m/z--> 10 20 4 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy- PR TR T APy
73.0 220 2.30 2.40 2.50 2.60
m/z 71.10 11.90%
5000
45.0
29.0
L 370‘\ 55.0 ‘ 101.0 \
m/z--> 10 20 30 40 50 60 fo 80 9 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 6

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

5.08 6.40 ng 335202 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 509 (5.081 min): BF112245.D (-505) (-) m/z 43.05 100.00%
43.0
59.0
5000
101.1 I I
| 83.1 480 5.00 5.20 5.40
S 1 M S S m/z 59.05 59.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I R L UL
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.10 23.79%
R , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.00 14 .50%
101.0
150 310 || BPg90 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R
54.0 480 5.00 5.20 5.40
m/z 41.05 8.73%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.62 Concentration Rank 1

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

6.62 101.72 ng 5324720 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 771 (6.622 min): BF112245.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1
0.1 9%.0 J RTINS
1 54,0 . . . ) .
agro | yumso Yo m/z 68.10 39.47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 67.0 NESEARESE RS SR A

620 6.40 6.60 6.80 7.00
m/z 134.00 34 .35%

e A o B
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T BRam b )
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 25.82%
70.
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T BEaas e )
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.55%
74.0
116.0
5000 98.0
SN P U W YA 1.1 S | OO
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\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.89 3.30 ng 259601 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 49
Abundance Scan 1667 (11.892 min): BF112245.D (-1663) (-) m/z 73.00 100.00%
431 73.0
5000 129.1 AhNh‘A
T : 11,60 11.80 12.00 12.20
: m/z 43.10 85.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
.0
5000 129.0 LR B BN BN B
83.0 11. 60 1180 1200 12 20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  84.78%
4 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0
11,60 11.80 12.00 12.20
5000 129.0 m/z 55.10 67.33%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L e T e
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.05 62.71%
5000 1290
185.0 228.0
‘970
I‘I\IIII‘ H‘I\‘HI”‘HI\II\;\M |”|‘|||‘||1|5|7(|)|‘|| 8 E— ||||||||||| e
m/z--> 20 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\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.83 12.65 ng 640738 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 4H-Pvrazolol5.1-cl1-1.4-benzodiaz... 213 C11H7N302 1000277-20-1 53
3 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 52
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 50
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 49
Abundance Scan 1826 (12.827 min): BF112245.D (-1819) (-) m/z 213.10 100.00%
218.1
5000
91.0 119.0 RN BRI SRS BV SR
391 65.0 : 165.1 12.60 12.80 13.00 13.20
ek ROL DL 1981 | 2901 | 271900 19.24%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213.0

5000 e
12.60 12.80 13.00 13.20

119.0 m/z 228.10 14 _.67%

o 0 | 0 L
A B e L m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71835: 4H-Pyrazolo[5,1-c]-1,4-benzodiazepine-4,10(5H)-dione
218.0

12.60 12.80 13.00 13.20
5000 m/z 214.10 14 .66%

119.0
95.0 146.0 169.0
00 a0 1 | " ®Pigeo |

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl-
213.0 12.60 12.80 13.00 13.20
m/z 91.05 10.38%

5000

185.0
280 510 69.0 920 1280 1570 \ \ 2io.o

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 10.49 ng 531115 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
Abundance Scan 1996 (13.827 min): BF112245.D (-1993) (-) m/z 43.05 100.00%
43.0| 83.0
5000 M l
25.1 RN SR BN B
13.60 13.80 14.00 14.20
167.1 229.1
...“,.”k,..Lﬁ‘nn..,..:.,....,”..,....,.... m/z 57.10 98.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55,0
13.60 13.80 14.00 14.20
}l m/z 83.05 87.08%
199 ‘ |] 1890 1050 2240 266.0
m/z--> 50 160 1%0 260 2éo 360 3%0 460
Abundance #222139: Nonadecy! pentafluoropropionate
510 970
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
13.60 13.80 14.00 14.20
5000 m/z 55.00 84.41%
L, l Jf(i 1820 222.0 266.0 311.0 412.0
m/z--> éo 100 150 200 250 360 3%0 460
Abundance #227400: Heptadecy! heptafluorobutyrate T T
57.0 13.60 13.80 14.00 14.20
m/z 69.10 73.00%
97.0
5000 l
\J 1A ‘ JL 4 }690 2380 283.0 434.0
m/z--> 5'0 1(')0 150 2(')0 25'30 3(')0 350 4(')0 13.|60 13.|80 14.'00 14.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octacosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.15 3.45 ng 174593 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexadecane, 1-i1odo- 352 C16H331 000544-77-4 91

Abundance Scan 2051 (14.151 min): BF112245.D (-2048) (-) m/z 57.05 100.00%
57.0
5000
141.1 13.80 14.00 14.20 14.40
|, llll I oreeeo o m/z 71.05 70.35%
m/z-> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 :l#ﬁw
13.80 14.00 14.20 14.40
99.0 m/z 43.05 68.89%
270| J | |y, 1410 1830 2250 2810  337.0  394.0
m/z-> 0 50 100 1éo 200 250 300 350 '
Abundance #202661: Heptacosane
57.0
13.80 14.00 14.20 14.40
5000 m/z 85.05 49 _75%
99.0
2700 [ | ) |4 1410 1830 2250 267.0 309.0 380.0
m/z-> 0 50 100 150 200 250 300 350 '
Abundance #141425:; Heneicosane
57.0 13.80 14.00 14.20 14.40
m/z 41.10 25.08%
5000
99.0
2710 ‘ Jd |y 2410 1830 2250 2660296.0
m/z-> 0 50 100 1éo 200 250 300 350 ' 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .46 6.44 ng 325908 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2104 (14.462 min): BF112245.D (-2099) (-) m/z 57.05 100.00%
5%.0
5000
141.1 14.20 14.40 14.60 14.80
211.2
ek 170 2811 m/z 71.10 78.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000
14.20 14.40 14.60 14.80
99.0 m/z 43.10 65.72%
2500, | J | }4}9 183.0 225.0 296.0
m/z--> éo 100 150 260 250 360 3%0 460
Abundance #194493: Hexacosane
57.0
1420 14.40 14.60 14.80
5000 m/z 85.05 56.98%
99.0
by 1420 1830 225.0 267.0 309.0  367.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #219831: Triacontane
57.0 14.20 14.40 14.60 14.80
m/z 55.05 28.28%
5000
99.0
Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> éo 100 1éo 200 250 360 3%0 460 1450 1440 1460 14%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.76 5.25 ng 391811 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2155 (14.762 min): BF112245.D (-2150) (-) m/z 57.10 100.00%
57.1
5000
| | Jggl.l 1411 1974 0672 4373 14.40 14.60 14.80 15.00
e b e BT 2672 8818 Tnyz 71.10 70.26%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000

14.40 14.60 14.80 15.00
m/z 43.10 64.83%

99.0
|Jjjﬂdmw1%onm2mom% 367.0
L L e B : I e e B e e SRR
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
R R e A ERRRRE
14.40 14.60 14.80 15.00
5000 m/z 85.10 54 _.01%
99.0
70| | ) | | | p4r0 1830 2250 267.0 309.0 3650
— . T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 14.40 14.60 14.80 15.00
m/z 55.10 23.34%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960
e I e e e e e e e IR o e LB o e o o i | R R e e R
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\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 8
R.T. EstConc Area Relative to ISTD R.T.
15.09 5.94 ng 442854 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2211 (15.092 min): BF112245.D (-2207) (-) m/z 57.10 100.00%
57.1
5000
e 14,80 15.00 15.20 15.40
141.2 . . . .
Y “ L L7rn §832 2248 2671 m/z 71.10 75.07%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
51.0
5000

14.80 15.00 15.20 15.40
m/z 43.10 66.23%

.0
239.0
L J |, 1410 1830 1269.0 308.0 352.0

i

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
R R RE e e SRR
14.80 15.00 15.20 15.40
5000 m/z 85.10 56.54%
99.0
70| | ) | | | p4r0 1830 2250 267.0 309.0 3650
....,....,.... f I e e B e AN e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane S L L B B B
57.0 14.80 15.00 15.20 15.40
m/z 55.05 23.76%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960

T
m/z--> 50 100 150 200 250 300 350 14.80 15. 00 15. 20 15. 40

8270-BF012519.M Mon Jan 28 04:17:23 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112245.D

Aca On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample : K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 14 Triacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.99 2.30 ng 171808 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Nonadecane. 2.3-dimethvyl- 296 C21H44 075163-99-4 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
Abundance Scan 2534 (16.992 min): BF112245.D (-2527) (-) m/z 57.10 100.00%
1
5000 ML
99.0 LSRRI AR R B
1551 197.1 92532 16.60 16.80 17.00 17.20 17.40
m/z 71.10 77.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 AR AR R DR B
16 60 16. 80 17. oo 17. 20 17. 40
99.0 m/z 43.10 56.64%
260/ | | ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 260 250 360 3éo 460
Abundance #185533: Pentacosane
57.0
16,60 16,80 17.00 17.20 17.40
5000 m/z 85.05 55.67%
99.0
26,0] | | | J | 1410 1830 2250 267.0 3000 352.0
m/z--> éo 100 1éo 260 250 360 3éo 460
Abundance #185535: Heptadecane, 9-octyl- B aa B E e R
57.0 16.60 16.80 17.00 17.20 17.40
m/z 69.05 21.49Y%
99.0
Sl 20 ass0 PR 10 maso e
m/z--> 50 100 150 200 250 300 350 400 1660 1680 1700 1720 1740
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012519\
Data File : BF112245.D

Acq On : 25 Jan 2019 21:22

Operator : JU/SJ

Sample - K1238-31

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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... 2.17 3.7 ng 192463 1 6.84 1046900 20.0
2-Pentanone, 4-hy... 5.08 6.4 ng 335202 1 6.84 1046900 20.0
unknown6.62 6.62 101.7 ng 5324720 1 6.84 1046900 20.0
n-Hexadecanoic acid 11.89 3.3 ng 259601 4 11.36 1574840 20.0
Phenol, 4,4"-(1-m... 12.83 12.7 ng 640738 5 14.00 1012740 20.0
1-Heneicosanol 13.83 10.5 ng 531115 5 14.00 1012740 20.0
Octacosane 14.15 3.5 ng 174593 5 14.00 1012740 20.0
Heneicosane 14.46 6.4 ng 325908 5 14.00 1012740 20.0
Hexacosane 14.76 5.3 ng 391811 6 15.47 1491460 20.0
Heptadecane, 9-oc... 15.09 5.9 ng 442854 6 15.47 1491460 20.0
Triacontane 16.99 2.3 ng 171808 6 15.47 1491460 20.0
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