LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061819\
Data File : BG041304.D

Aca On 18 Jun 2019 19:22

Operator : HP/JU

Sample : K3409-01

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 G\METHODS\8270-BG061719.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 3.282 27 33 40 rBV 104465 173755 8.06% 1.090%
2 5.620 424 431 443 rBV 752718 1214063 56.29% 7.616%
3 7.236 698 706 719 rBV 791312 1414245 65.57% 8.872%
4 7.606 762 769 778 rBV 781605 1348665 62.53% 8.460%
5 8.082 843 850 860 rVB 154245 278913 12.93% 1.750%

8.405 897 905 912 rBV 536746 931625 43.19% 5.844%
9.257 1043 1050 1061 rBV 472162 873829 40.52% 5.482%
1323 1330 1338 rBV 183780 344923 15.99% 2.164%
13.335 1737 1744 1753 rBV 1064082 1653468 76.66% 10.372%
14.157 1878 1884 1892 rBV 132972 197184 9.14% 1.237%

OO~
=
o
©
O
o

11 14.715 1971 1979 1986 rBV2 335734 536769 24.89% 3.367%
12 16.202 2225 2232 2246 rBV 1050388 1577572 73.14% 9.896%
13 17.459 2440 2446 2452 rBV2 440957 672572 31.18% 4._.219%
14 18.317 2586 2592 2600 rBvV2 138009 220544 10.23% 1.384%

15 18.393 2601 2605 2609 rvVB2 11378 22317 1.03% 0.140%
16 19.510 2791 2795 2801 rVB 30930 45401 2.11% 0.285%
17 19.580 2802 2807 2814 rBv4 36525 56329 2.61% 0.353%
18 19.868 2853 2856 2861 rVB 34680 46769 2.17% 0.293%
19 20.056 2882 2888 2895 rBV 1733600 2156796 100.00% 13.530%
20 20.326 2927 2934 2937 rBV7 18933 37760 1.75% 0.237%

21 21.331 3097 3105 3116 rBV2 149457 287709 13.34% 1.805%
22 21.737 3166 3174 3180 rBV2 471656 791704 36.71% 4._.966%

23 21.878 3195 3198 3205 rVB2 21757 30473 1.41% 0.191%
24 22.495 3298 3303 3307 rBV3 28832 43851 2.03% 0.275%
25 23.200 3417 3423 3429 rVB3 35497 64104 2.97% 0.402%
26 24.005 3553 3560 3571 rVB6 35117 96258 4._.46% 0.604%
27 24.980 3722 3726 3727 rBV2 21871 29326 1.36% 0.184%
28 25.050 3729 3738 3748 rVB2 246022 709447 32.89% 4 .450%
29 26.131 3913 3922 3933 rBV5 28650 84596 3.92% 0.531%
Sum of corrected areas: 15940967
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061819\
Data File : BG041304.D

Aca On : 18 Jun 2019 19:22

Operator : HP/JU

Sample . K3409-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG061719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG041304.D

1500000

1000000
5.62 7.24 761

8.41
500000 9.26

328 8.08 10.90
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Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041304.D

20.06

1500000

13.33 16.20
1000000

21.74

500000 17.46
14.72

14.16
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG041304.D

1500000

1000000

500000
25.05

2320  24.00 24/98 26.13
A A
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061819\
Data File : BG041304.D

Aca On : 18 Jun 2019 19:22

Operator : HP/JU

Sample : K3409-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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 1,3-Dioxolane, 2,2-dimethyl- Concentration Rank 3

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

3.28 12.46 ng 173755 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2-dimethvl- 102 C5H1002 002916-31-6 64
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 56
3 Ethanol. 2.2"-oxvbis-. diacetate 190 C8H1405 000628-68-2 40
4 Ethanol. 2.2"-T1.2-ethanedivlbis... 234 C10H1806 000111-21-7 33
5 4-Heptanol, 4-methyl- 130 C8H180 000598-01-6 25

Abundance Scan 33 (3.282 min): BG041304.D (-27) (-) m/z 43.00 100.00%
43.0 87.0
5000
—rrq—rrn-rrrn-rrrrv—rrrrrrrrn-rrv—n
3.203.30 3.403.503.60 3.70
....,....';':..‘i?,".o.l.,.:..,....,....,....,....,....,.2]1.3.-‘,‘ m/z 87.00 86.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4308: 1,3-Dioxolane, 2,2-dimethyl-
43.0
87.0
5000
3.203.30 3.403.503.60 3.70
m/z 42.10 28.86%
15.0
"AI'T“Jh"gfpj'l':”I"'W'"'P"'I'”'I"”I"'W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1880: Acetamide, N-ethyl-
30.0
3.203.30 3.403.503.60 3.70
m/z 72.00 19.91%
5000 870 0
"”I'M”Ih'ﬁ%q'lW"'W"'W'"W"'W"'W"'W"'W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53401: Ethanol, 2,2"-oxybis-, diacetate
43.0 87.0 3.203.30 3.403.503.60 3.70
: m/z 41.00 12.57%
5000
15.0 ) 700 | 117.0
m/z--> 20 40 60 80 100 120 140 160 180 200 3.203.30 3.403.503.60 3.70

8270-BG061719.M Wed Jun 19 17:21:48 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061819\
Data File : BG041304.D

Aca On : 18 Jun 2019 19:22

Operator : HP/JU

Sample : K3409-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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 2 unknown7.61 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.61 96.71 ng 1348670 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 14
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12
Abundance Scan 770 (7.612 min): BG041304.D (-762) (-) m/z 132.00 100.00%
132.0
5000 68.0 A
%0 o0 s 707 7h0 7B 0
Dl 282 22T Tm/z 67.95 48.91%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 T

7.20 7.40 7.60 7.80 8.00
70.0 m/z 66.00 35.81%

31.0 51.0 ‘
e  —
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0

7.20 7.40 7.60 7.80 8.00

5000 98.0 m/z 134.00 33.04%
115.0
S N
m/z--> 40 100 120 140 160 180 200 220 240
Abundance #14770: Cyclopropanamine, 1-phenyl- R B e
132.0 7.20 7.40 7.60 7.80 8.00

m/z 69.00 22 .37%

104.0
5000
510 770
33.0, \‘u i m‘h | M |

m/z--> 40 60 80 100 120 140 160 180 200 220 240 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061819\
Data File : BG041304.D

Aca On : 18 Jun 2019 19:22

Operator : HP/JU

Sample : K3409-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.32 6.56 ng 220544 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2593 (18.323 min): BG041304.D (-2586) (-) m/z 73.00 100.00%
431 730
5000
129.1 2131
97.0 157.1 185.1 256.2 AR SN SRR A

18.00 18.20 18.40 18.60
m/z 43.10 83.03%

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

5000 129.0
18.00 18.20 18.40 18.60

60 || M/z 41.00 81.53%

157.0 1850 213.0

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

Abundance #84453: Tetradecanoic acid
73.0
43.0 18.00 18.20 18.40 18.60
m/z 60.00 78.66%
5000 129.0
185.0 228.0
97.0
L L 1660 |
0 W A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid R EAREARS s
73.0 18.00 18.20 18.40 18.60
43.0 m/z 57.00 72.08%
5000 129.0

T ‘l"‘ : Iulml‘ Eaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061819\
Data File : BG041304.D

Aca On : 18 Jun 2019 19:22

Operator : HP/JU

Sample : K3409-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.33 7.27 ng 287709 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 3105 (21.331 min): BG041304.D (-3097) (-) m/z 43.10 100.00%
g0
5000
208.9 2809 21.00 21.20 21.40 21.60
—_— 2188 m/z 57.05 95.51%
m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
57.0
97.0
5000
21.00 21.20 21.40 21.60
125.0 m/z 55.00 94 .86%
[ ,15;'} 018202100  266.0294.0322¢
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
o7.0 21.00 21.20 21.40 21.60 |
5000 m/z 83.00 79.59%
29.0 125.0
L h L 1540 196.0224.0 269.0 3200
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0 21.00 21.20 21.40 21.60
97.0 m/z 68.95 74 .59%
5000
L Hh@mmmmm 255.0 356.0
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061819\
Data File : BG041304.D

Aca On : 18 Jun 2019 19:22

Operator : HP/JU

Sample : K3409-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .00 2.71 ng 96258 Perylene-d12 25.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Eilcosane 282 C20H42 000112-95-8 70
3 Octadecane 254 C18H38 000593-45-3 55
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 53
5 Heptacosane 380 C27H56 000593-49-7 49

Abundance Scan 3559 (23.999 min): BG041304.D (-3553) (-) m/z 57.00 100.00%

57.0

5000

127.1 1551 1919 225.1 : 3408 | 23.60 23.80 24.00 24.20 24.40
m/z 43.05 71.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83024: Hexadecane
57.0

23. 60 23 80 24. OO 24. 20 24 40
m/z 71.10 70.35%

5000

29.0

113.0 141.0 169.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129491: Eicosane
57.0

23.60 23.80 24.00 24.20 24.40
5000 85.0 m/z 85.05 54.39%

29.0

“ I 801410 169.0107.0 2250 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105885: Octadecane

57.0 23.60 23.80 24.00 24.20 24.40
m/z 55.00 39.61%

5000 85.0

29.0
| ‘ || 1301410 1690 1970 2250 254.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 23. 60 23 80 24. OO 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061819\
Data File : BG041304.D

Aca On : 18 Jun 2019 19:22

Operator : HP/JU

Sample : K3409-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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 Sulfurous acid, 2-propyl tr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.13 2.38 ng 84596 Perylene-d12 25.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 62
2 Tetracosane 338 C24H50 000646-31-1 62
3 Heptacosane 380 C27H56 000593-49-7 62
4 Hentriacontane 437 C31H64 000630-04-6 58
5 Hexacosane 366 C26H54 000630-01-3 58
Abundance Scan 3922 (26.131 min): BG041304.D (-3913) (-) m/z 57.10 100.00%
57.1
5000
25.80 26.00 26.20 26.40
m/z 71.05 73.12%
m/z--> 50 100 150 200 250 300 350
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43.0
5000
85.0 25.80 26.00 26.20 26.40
m/z 43.05 72.97%
--"-'.-'l ,.l,hl 20 wearo
m/z--> 50 100 150 200 250 300 350
Abundance #175556: Tetracosane
57.0
25.80 26.00 26.20 26.40
5000 m/z 85.00 56.09%
99.0
210] | | [77°) 10 w00 a0 om0 30
mzs % 10 1k w0 2o s o
Abundance #202661: Heptacosane
57.0 25.80 26.00 26.20 26.40
m/z 207.00 32.04%
5000
99.0
270) | | | tl.\.}4%°‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350 25.80 26.00 26.20 26.40 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061819\
Data File : BG041304.D

Acq On 18 Jun 2019 19:22

Operator : HP/JU

Sample - K3409-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._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]
1,3-Dioxolane, 2,... 3.28 12.5 ng 173755 1 8.08 278913 20.0
unknown7 .61 7.61 96.7 ng 1348670 1 8.08 278913 20.0
n-Hexadecanoic acid 18.32 6.6 ng 220544 4 17.46 672572 20.0
1-Heneicosyl formate 21.33 7.3 ng 287709 5 21.74 791704 20.0
Hexadecane 24.00 2.7 ng 96258 6 25.04 709447 20.0
Sulfurous acid, 2... 26.13 2.4 ng 84596 6 25.04 709447 20.0
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