LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116304.D

Aca On : 16 Aug 2019 3:00

Operator : HP/JU

Sample : K4319-07

Misc :

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-BF073019.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 5.434 566 569 605 rBY 1423889 1998434 68.56% 8.141%
2 6.457 739 743 762 rBVY 1881430 2154533 73.91% 8.777%
3 6.587 762 765 781 rVB 2235621 2176768 74.67% 8.867%
4 6.816 801 804 814 rBV 618184 571976 19.62% 2.330%
5 6.969 827 830 853 rBVY 1693375 1753218 60.14% 7.142%
6 7.381 896 900 928 rBVY 1313158 1403026 48.13% 5.715%
7 8.098 1019 1022 1043 rBV 724886 744657 25.55% 3.033%
8 9.169 1200 1204 1216 rBVvV 2987105 2576899 88.40% 10.497%
9 9.569 1268 1272 1286 rVB 184941 206396 7.08% 0.841%
10 9.810 1310 1313 1316 rBV 64762 72741 2.50% 0.296%

11 9.845 1316 1319 1331 rVV 910898 923168 31.67% 3.761%
12 10.639 1450 1454 1463 rBV 1729345 1660424 56.96% 6.764%
13 10.728 1463 1469 1470 rVV 49522 84414 2.90% 0.344%
14 10.757 1470 1474 1486 rVB 611840 764523 26.23% 3.114%
15 11.333 1569 1572 1582 rBV 981009 980903 33.65% 3.996%

16 11.857 1658 1661 1664 rBV2 73483 83452 2.86% 0.340%
17 12.557 1777 1780 1786 rBV 72368 74325 2.55% 0.303%
18 12.786 1814 1819 1825 rVB 82399 90466 3.10% 0.369%

19 12.916 1837 1841 1844 rBV 3225029 2915058 100.00% 11.875%
20 13.380 1917 1920 1928 rVB 163093 131615 4._.52% 0.536%

21 13.804 1987 1992 2007 rBV3 163777 331514 11.37% 1.350%
22 13.939 2011 2015 2018 rVvVv 175876 152722 5.24% 0.622%
23 13.974 2018 2021 2033 rVB 953229 1073337 36.82% 4_.372%

24 14.386 2085 2091 2094 rBV2 37563 40792 1.40% 0.166%
25 14.421 2094 2097 2100 rBV3 63748 60158 2.06% 0.245%
26 14.721 2144 2148 2157 rBV 82482 85853 2.95% 0.350%

27 14.798 2157 2161 2166 rBV 138754 135388 4.64% 0.552%
28 15.051 2196 2204 2212 rBV2 109182 198436 6.81% 0.808%
29 15.386 2258 2261 2263 rBV 29905 30770 1.06% 0.125%
30 15.433 2263 2269 2285 rVB 628285 941018 32.28% 3.833%

31 15.839 2332 2338 2344 rBvV 59420 90873 3.12% 0.370%
32 16.327 2416 2421 2425 rVB 25706 40842 1.40% 0.166%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116304.D

Aca On : 16 Aug 2019 3:00

Operator : HP/JU

Sample : K4319-07

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 24548699
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116304.D

Aca On : 16 Aug 2019 3:00

Operator : HP/JU

Sample : K4319-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116304.D
3000000

2500000
6.59

2000000 6.46
6.97

5.43
1500000 738

1000000

500000

s
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF116304.D

3000000
2500000
2000000
10.64
1500000

1000000 9.85

8.10 10.76

500000

9.57
L I\ 9.41 0/¢3 11.86 12.56 12.7%
A IN

r——r-r—1—1T">r———"r——F - A

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116304.D

3000000
2500000
2000000
1500000
1000000 13.97

15.43
500000

38 134884 :
waw 144801505 45 15.84 16.33

e e A A e e 7

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116304.D

Aca On : 16 Aug 2019 3:00

Operator : HP/JU

Sample : K4319-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.59 Concentration Rank 1

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

6.59 76.11 ng 2176770 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 766 (6.593 min): BF116304.D (-762) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 AN AR S L
40.0 540 J 6.20 6.40 6.60 6.80 7.00
M'.'?}-?. Aguso g m/z 68.00 37.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R S RS AL R

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.73%

31,0 51.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R R S R
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.11%
41.0 97.0
‘ ‘ 117.0
esedrge L LW
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 15.00%
74.0
5000 98.0 116.0
SN A RER I Y S -
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\BF081519\
Data File : BF116304.D

Aca On : 16 Aug 2019 3:00

Operator : HP/JU

Sample : K4319-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Benzenesulfonamide, N,4-dim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.76 15.59 ng 764523 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 95
2 Benzene. l1-methvl-2-nitroso- 121 C7H7NO 000611-23-4 53
3 Benzenesulfonamide. N.4-dimethvl... 214 C8H10N203S 000080-11-5 53
4 EthvIl(E/Z2)-_.alpha.-cvano-4-nitro... 416 C19H16N207S 1000287-26-8 53
5 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 52
Abundance Scan 1475 (10.763 min): BF116304.D (-1470) (-) m/z 91.00 100.00%

91.0
5000
65.0 154.9 185.0
121.0

10.40 10.60 10.80 11.00

39.0
138.9
....,”..k.ﬂ.,k.”q.iL,.:.JL...“..:,”..,”..,.. m/z 65.00 24.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
91.0
5000 LI LN L I L L L LB B B
10.40 10.60 10.80 11.00
30.0 65.0 1550  185.0 m/z 185.00 24 _44%
12.0 | ||48'. 1 ||| ' | 139.0
T B e e o o I S o o IR AL N o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9546: Benzene, 1-methyl-2-nitroso-
65.0 91.0

1040 1060 10.80 11.00
5000 m/z 154.95 22 _.52%

39.0 121.0
S PR O | 1 —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance : i i i

#73063: Benzenesulfonamide, N,4-dimethyl-N-nitroso- BB o o e e e
91.0 10 40 10. 60 10. 80 11. OO

m/z 92.00 17.48%

5000
155.0 186.0
65.0
39.0 107.0
150 ™" | ‘\ | "123.0139.0 ‘
e e el L 22301890 L

m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116304.D

Aca On : 16 Aug 2019 3:00

Operator : HP/JU

Sample : K4319-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 6.18 ng 331514 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 94
2 1l-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 1991 (13.798 min): BF116304.D (-1987) (-) m/z 57.00 100.00%
510
5000 f l ﬁ
226.0
26.1 280.9 13.40 13.60 13.80 14.00 14.20
.Eh 7 m/z 42.95 85.35%
m/z--> 50 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0
5000 A R A A I
1340 13.60 13.80 14.00 14.20
30.0 m/z 83.00 82.83%
27,0 P mM:MM%OWWmM3mMRO
m/z--> 50 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
550 o7,
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.00 78.87%
39.
260, ‘ | ‘L P 168 0 2100 _ 26602950
m/z--> 50 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1 T T e
43.0 13.40 13.60 13.80 14.00 14.20
m/z 69.00 75.75%
B 1 _T,\‘hxﬁyw,__i[\\kﬂmv,vﬂa~w~\
14|, | “ FZ5 0154 0_1960_ 2380 2800 336.0
m/z--> 50 100 150 200 250 300 3&1;0 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116304.D

Aca On : 16 Aug 2019 3:00

Operator : HP/JU

Sample : K4319-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.88 ng 135388 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 2161 (14.798 min): BF116304.D (-2157) (-) m/z 69.00 100.00%
69.0
5000
07. 0137 1 14.40 14.60 14.80 15.00 15.20
.?819,-1.' A j Ay 1890 2311 2820 342 | nsz 81.00 49.72%
m/z--> 50 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 A AR A I
14.40 14.60 14.80 15.00 15.20
m/z 41.00 20.89%
Ll }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
1440 14.60 14.80 15.00 15.20
5000 m/z 95.00 13.64%
29. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- R
69.0 14.40 14.60 14.80 15.00 15.20
m/z 68.00 11.27%
5000
136.0
239‘ ‘\ | 1050, | 177.0 21502480
m/z--> " 100 1éo 200 2éo 300 350 400 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116304.D

Aca On : 16 Aug 2019 3:00

Operator : HP/JU

Sample : K4319-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.05 4.22 ng 198436 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 86
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 60
4 Hexacosane 366 C26H54 000630-01-3 60
5 Octadecane 254 C18H38 000593-45-3 60
Abundance Scan 2204 (15.051 min): BF116304.D (-2196) (-) m/z 57.00 100.00%
57.0
8.0 252.0
5000
31 e AR
—_— \ ,h. " " AP A9TzeeS | 2809 "m/z 70.95  78.73%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 85.0 " 14:80 15.00 15.20 15.40
29.0 m/z 43.00 61.24%
L““|‘PWMMm%mmnm
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene
52.0
" 14:80 15.00 15.20 15.40
5000 m/z 85.00 59.94%
126.0
630 100q‘J\ 198.0224.0 ,H
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 14.80 15.00 15.20 15.40
m/z 252.00 52.07%
5000 85.0
113.0
_ ‘ ,‘. e | —141.0169.0197.0 2|3?02|67| .0294.0 323.0352.0
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081519\
Data File : BF116304.D

Acq On : 16 Aug 2019 3:00

Operator : HP/JU

Sample - K4319-07

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
unknown6 .59 6.59 76.1 ng 2176770 1 6.82 571976 20.0
Benzenesulfonamid... 10.76 15.6 ng 764523 4 11.33 980903 20.0
1-Heptacosanol 13.80 6.2 ng 331514 5 13.97 1073340 20.0
Squalene 14.80 2.9 ng 135388 6 15.43 941018 20.0
Hexadecane 15.05 4.2 ng 198436 6 15.43 941018 20.0
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