LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

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-BF082319.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 2.240 19 26 32 rVB 1806821 2357419 31.97% 6.427%
2 4.028 318 330 334 rBVY 4808980 7374417 100.00% 20.103%
3 5.510 576 582 585 rBY 2624951 2440112 33.09% 6.652%
4 6.510 746 752 755 rBVY 2600582 2645722 35.88% 7.213%
5 6.651 771 776 780 rBVY 2648653 2658198 36.05% 7.247%
6 6.881 812 815 819 rBV 983424 867066 11.76% 2.364%
7 7.039 838 842 846 rVB 2347554 2089541 28.33% 5.696%
8 7.439 905 910 913 rBVY 1780888 1641872 22.26% 4_476%
9 8.163 1028 1033 1037 rBv 1301123 1103358 14.96% 3.008%
10 9.239 1210 1216 1219 rBvV 3293503 2891865 39.21% 7.884%

11 9.627 1278 1282 1285 rBV 582611 486273 6.59% 1.326%
12 9.916 1327 1331 1334 rBV 1448627 1154166 15.65% 3.146%
13 10.698 1460 1464 1467 rBV 1469316 1207766 16.38% 3.293%
14 10.810 1475 1483 1486 rBV 1251808 1229599 16.67% 3.352%
15 11.398 1579 1583 1586 rBV 1217102 993013 13.47% 2.707%

16 11.921 1668 1672 1680 rBV2 156691 148839 2.02% 0.406%
17 12.980 1847 1852 1855 rBV 2283284 1941885 26.33% 5.294%
18 13.415 1923 1926 1931 rVB3 72551 80294 1.09% 0.219%
19 13.874 2001 2004 2011 rBV 197815 239508 3.25% 0.653%
20 14.027 2026 2030 2034 rBV 712290 660212 8.95% 1.800%

21 14.510 2109 2112 2119 rVB2 148380 168450 2.28% 0.459%
22 14.815 2161 2164 2173 rVB 111441 132115 1.79% 0.360%
23 15.157 2218 2222 2225 rBV 192386 222711 3.02% 0.607%
24 15.498 2275 2280 2284 rBV 496361 603994 8.19% 1.647%
25 15.539 2284 2287 2295 rVB 133143 185832 2.52% 0.507%

26 15.980 2358 2362 2367 rBV 136615 196870 2.67% 0.537%
27 16.033 2367 2371 2385 rVB 107085 212360 2.88% 0.579%
28 16.251 2405 2408 2419 rVB2 70672 134765 1.83% 0.367%
29 17.580 2628 2634 2644 rBVS5 124846 307874 4_.17% 0.839%
30 18.615 2803 2810 2818 rVB3 129858 306241 4._.15% 0.835%

Sum of corrected areas: 36682337
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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: BF116533.D

4000000

3000000
5.51 6.50.65

7.04

1000000 6.88

T
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: BF116533.D

4000000
9.24
3000000
12.98

2000000
10.70

9.92
8.16 10.81 11.40
1000000
9.63
11.92
0 A A NN L
T T I T T T T I T T T T I T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T I T T T

—
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: BF116533.D

4000000
3000000
2000000
1000000 14.03

15.50
3.w 1451 1482 1516 %.54 1568316.25 17.58 18.62
e P e A e N N
-\

e e e e e ————E SR ————— L Sl al L

R I T
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\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 3

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

2.24 54 .38 ng 2357420 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 26 (2.240 min): BF116533.D (-19) (-) m/z 73.10 100.00%
(<}
5000 23
55 87
37 | 7 2.20 2.30 2.40 2.50 2.60
Obrprrer ot S e M/Z 43.05  34.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.10 26.65%
o Fg 35 1] | 67 ||, 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.05 24 .43%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 11.69%
5000
45
29
ol 39| 5 67 | 101 A
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 |

8270-BF082319.M Mon Aug 26 19:10:23 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown6.65 Concentration Rank 2

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

6.65 61.31 ng 2658200 1,4-Dichlorobenzene-d4 6.88
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF116533.D (-771) (-) m/z 132.00 100.00%
5000 68
640 6.60 6.80 7.00
0 B E e m/z 68.10 44 _.21%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR IS R R L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.89%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 " 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 28.90%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene e B R Ry
132 6.40 6.60 6.80 7.00
m/z 69.10 18.28%
5000
63 81
0 3\1 59 1 \\‘ \\72\ ‘\ \92 10\]-\ 1}\2 |
mz-> 40 60 80 100 120 140 160 180 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Benzenesulfonamide, N,4-dim... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.81 24_.77 ng 1229600 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO02S 000640-61-9 93
2 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 58
3 Benzenesulfonamide. N.4-dimethvl... 214 C8H10N203S 000080-11-5 53
4 4-Toluenesulfonvimethvl isocvanide 195 C9H9NO2S 036635-61-7 47
5 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 47
Abundance Scan 1483 (10.810 min): BF116533.D (-1475) (-) m/z 91.05 100.00%
q1
5000
20 6| S S 1040 10100 70,80 11,60 1170
51 77 108 : : : : :
o...,....',..'-..,~':...-~,..'I.,.:..;'...l.:fg....,....,.|...,.. m/z 65.00 25.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49673: Benzenesulfonamide, N,4-dimethyl-
91
5000 AR SN SRR IR
185 1040 10.60 10.80 11.00 11.20
30 65 155 m/z 155.00 19.93%
o lps [ | e |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #49677: Cyclohepta-2,4,6-trienesulfonic acid, methylamide
91
10.40 10.60 10.80 11.00 11.20
5000 185 m/z 185.00 19.72%
155
65
30
0 L ast | 77 ) 108'F 15 | .
miz--> %4 e 8 100 130 w0 1% 180 2%
Abundance #73063: Benzenesulfonamide, N,4-dimethyl-N-nitroso- T R B
91 10.40 10.60 10.80 11.00 11.20

m/z 92.10 18.58%

5000
155 186
65

15 59 39 51 J 77

107

‘ 122 139 “ 199

N R N T L T

m/z--> 20 40 60 80 100 120 140 160 180 200 10. 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.00 ng 148839 Phenanthrene-d10 11.40
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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1672 (11.921 min): BF116533.D (-1668) (-) m/z 73.00 100.00%
73
43 o
5000 129
97 213 EEEEE e e e S
115 143157171185 1590 256 1160 1180 12.00 1220
0 m/z 43.00 80.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129 UL A SRS B DU

11. 60 11. 80 12. 00 12 20

m/z 60.00 73.77%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73
e RN e AR mE
11.60 11.80 12.00 12.20
5000 m/z 55.00 66.18%
129

7 115 7 214
Hﬁ\ 01 | | 143157 | 185998

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

29

Abundance #95851: Pentadecanoic acid e A N A L
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 63.75%
5000 129
29
199
143 157171185 242
15 1| ||
Ol

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\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknownl3.42 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.42 2.43 ng 80294 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonen-3-vne 122 C9H14 057223-18-4 35
2 1.5-Cvclooctadiene. 3-(l-methvl-... 162 C12H18 016538-88-8 30
3 Bicvclol2.2.11heptane. 2.2-dimet... 136 C10H16 005794-03-6 25
4 3-Methvlene-1.6-heptadiene 108 C8H12 016626-48-5 25
5 3,7-Nonadienamide, 4,8-dimethyl-._. 257 C17H23NO 104476-99-5 15
Abundance Scan 1927 (13.421 min): BF116533.D (-1923) (-) m/z 81.00 100.00%
5000
*13.20 13.40 13.60 13.80
0 m/z 79.00 73.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #10009: 1-Nonen-3-yne
9
29
5000 USRI B SN I
55 107 13.20 13.40 13.60 13.80
m/z 95.05 71.09%
122
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #32326: 1,5-Cyclooctadiene, 3-(1-methyl-2-propenyl)-
9
*13.20 13.40 13.60 13.80
5000 m/z 55.00 60.04%
39 107
55 133 14
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15904: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene-, ... R B e R
93 13.20 13.40 13.60 13.80
m/z 99.00 58.27%
5000 41 7 121 NAwwmvw\kwwwAWN”A¢MWMW$/\
|2 5 136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 n-Nonadecanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.87 7.26 ng 239508 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Nonadecene 266 C19H38 018435-45-5 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 2003 (13.868 min): BF116533.D (-2001) (-) m/z 43.10 100.00%
48
SR AR SUNIUE SR B
139 4162 181 207 230 081 13.60 13.80 14.00 14.20
o} m/z 83.10 98.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131393: n-Nonadecanol-1
43 83
5000 SR AR SUNRIUE SR SR
6 13.60 13.80 14.00 14.20
m/z 55.05 95.19%
o2 6 154 182 210 238 266
m/z--> 25 40 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55 83
'13.60 13.80 14.00 14.20
5000 m/z 69.10 92.61%
29
ol 139154 180 210 233 266 204
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115906: 1-Nonadecene R EEEEE RS
43 7 13.60 13.80 14.00 14.20
m/z 57.05 78.59%
N MMJ\W
ol 2 140 168 1956 222238 266
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 13%0 13%0 1450 1450
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Sulfurous acid, octadecyl 2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .51 5.10 ng 168450 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 86
3 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 74
4 Eicosane 282 C20H42 000112-95-8 70
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 60
Abundance Scan 2112 (14.510 min): BF116533.D (-2109) (-) m/z 57.10 100.00%
57
5000
o 14130 14140 1460 1450
141 168 221 : - - -
oLy ik 19925, 228 2% m/z 71.10 71.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71
5000 UL DL UL I
97 14.20 14.40 14.60 14.80
m/z 43.00 71.45%
ol LA ST s 00 e 28
m/z--> 50 100 150 200 250 300 350 400
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57
14.20 14.40 14.60 14.80
5000 m/z 85.10 54.03%
85
S22 a0 160 510 29 291
m/z--> 50 100 150 200 250 300 350 400
Abundance #187989: Oxalic acid, hexadecyl propy! ester e A RERREEEES
43 14.20 14.40 14.60 14.80
m/z 55.10 50.96%
5000 1
97
269
oLl J‘i 125 154 196 224 312
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Nonadecane, 9-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.82 4_.37 ng 132115 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 92
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2165 (14.821 min): BF116533.D (-2161) (-) m/z 57.10 100.00%
57
85
113 R U SRR SO U
| | 140 169 197 228 253 14.60 14.80 15.00 15.20
ol bl Sy e m/z 71.10 67.22%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
g7
85
5000 LI UL BN SULBUL I
14.60 14.80 15.00 15.20
140 m/z 85.10 54 .80%
29 11 168
0 I| .] ] T l l 197 239 267
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
g7
1460 14.80 15.00 15.20
5000 g5 m/z 43.10 48.59%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #141426: Heneicosane RS EmmEs o L
57 14.60 14.80 15.00 15.20
m/z 55.10 20.03%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
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\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.16 7.37 ng 222711 Perylene-di12 15.50
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexadecane. l-iodo- 352 C16H331 000544-77-4 90
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2223 (15.162 min): BF116533.D (-2218) (-) m/z 57.10 100.00%
57
85
5000
UL U SN B
141 169 14.80 15.00 15.20 15.40
Y l|1‘1"-¢.,21.0..2?9,..2?1.,....,...., m/z 71.10  74.24%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 L SRR SR LR B
14.80 15.00 15.20 15.40
113 m/z 85.10 56.57%
o 20| | | |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 14:80 15.00 15.20 15.40
5000 m/z 43.05 55.36%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- R AR EEEEE T
57 14.80 15.00 15.20 15.40
m/z 55.05 19.18%
5000 85
ol 3| M3 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 12 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.98 6.52 ng 196870 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2362 (15.980 min): BF116533.D (-2358) (-) m/z 57.10 100.00%

57
85
5000

113 AU BN U
155 15 60 15. 80 16. 00 16. 20
ol I..l-.”, LR 88 21 28 282 m/z 71.10 81.86%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57

5000 85 TTTT TT T T[T T T T[T T T[T
15,60 15.80 16.00 16.20
- m/z 85.05 59.77%
N | | (113 141 169 197 225 253 281 309 337 365 394
— R i e AL .
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
e
g5 15.60 15.80 16.00 16.20
5000 m/z 43.05 57.83%
29 113
oL L L i |y 40 260 197 225 253 206
S W R A YR i PR . R o
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane e EARRs RS
57 15.60 15.80 16.00 16.20
m/z 55.00 23.38%
5000 85
113
N T 4 169 197 225 267 295 365 393
SR S N R P i AL L N LS Nt - e
miz--> 50 100 150 200 250 300 350 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 13 unknownl1l6.03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.03 7.03 ng 212360 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 41
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 41
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 41
4 Octacosanol 410 C28H580 000557-61-9 41
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 38
Abundance Scan 2370 (16.027 min): BF116533.D (-2367) (-) m/z 83.10 100.00%
187 o7 231 207 ' 15:80 16.00 16,20 16.40
o} m/z 97.10 82_.37%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #236054: Heneicosy! heptafluorobutyrate
57
97
5000 LI SUBLLN SIS UL B
15.80 16.00 16,20 16.40
- 125 m/z 57.05 63.77%
o1, | | 169396000 266294 339 490
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #223732: Tricosy! trifluoroacetate
57
o7 " 15.80 16.00 16.20 16.40
5000 m/z 69.10 63.39%
125
o ?gl l [153181210238264 294322 367 418
m/z--> 5 100 150 200 250 300 3%0 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate e RARREEE RS
57 15.80 16.00 16.20 16.40
m/z 55.10 50.73%
97
5000
125
0 29 l | 169196222 250278 308336 381 532
m/z--> 5'0 100 1&'30 200 250 300 3&1;0 400 450 500 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Vitamin E Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.25 4_.46 ng 134765 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vitamin E 430 C29H5002 000059-02-9 90
2 1H-Purin-2-amine. 6-methoxy- 165 C6H7N50 020535-83-5 50
3 Benzenamine. 2.3.4.5-tetrafluoro- 165 C6H3F4N 005580-80-3 49
4 3.6-Dimethvl-5-0x0-1.2.3.5-tetra... 165 C8H11N30 058910-42-2 40
5 Furo[3,4-c]pyridine-3,4(1H,5H)-d... 165 C8H7NO3 007472-18-6 40
Abundance Scan 2408 (16.251 min): BF116533.D (-2405) (-) m/z 165.10 100.00%
165
5000
430 Y
43
8l 12144y 205 16.00 16.20 16.40 16.60
ol i, 1,233 281 || m/z 164.10 30.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222348: Vitamin E
165
5000

16.00 16.20 16.40 16.60
m/z 430.35 26.13%

u J 121 205 430
o I-n-'- R e
m/z--> 00 150 200 250 300 350 400
Abundance #34443: 1H-Purin-2-amine, 6-methoxy-
165
N R
16.00 16.20 16.40 16.60
5000 m/z 43.10 12.64%
136
’ ‘ 108 ]
0 M L S
m/z--> 150 200 250 300 350 400
Abundance #34436: Benzenamine, 2,3,4,5-tetrafluoro- I a BREmEEES
165 16.00 16.20 16.40 16.60
m/z 205.10 9.04%
5000
118
31
R ?1 L.%,.M..,........ ———— e e L
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 15 _gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.58 10.19 ng 307874 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 99
3 5-Cholestene-3-o0l. 24-methvl- 400 C28H480 1000214-17-4 45
4 Campesterol 400 C28H480 000474-62-4 43
5 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 38
Abundance Scan 2634 (17.580 min): BF116533.D (-2628) (-) m/z 43.10 100.00%
43
5000
17.20 17.40 17.60 17.80
o+ m/z 55.05 73 .43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 N VAR SR UM B
17:20 17.40 17.60 17.80
m/z 95.10 65.42%
ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
17.20 17.40 17.60 17.80
5000 m/z 107 .05 63.22%
81 107 414
255 303 329 }
ob— ‘ m |HL ‘h H lmm ML ﬁ\h Un u ‘ 233 I 2?5 : l. |3|5‘|1 |3?1| w "
m/z--> 50 100 150 200 250 300 350 400
Abundance #212397: 5-Cholestene-3-ol, 24-methyl- e EARRs RS
43 17.20 17.40 17.60 17.80
m/z 81.00 56.67%
5000
81 107 400
‘ J“ HI YO 73 213, 0055 289315 ac
OIIIH\ HL“ 9 340 R Amms s a s
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116533.D

Aca On : 25 Aug 2019 15:47

Operator : HP/JU

Sample : K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 16 Stigmast-4-en-3-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.62 10.14 ng 306241 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 93
2 Testosterone 288 C19H2802 000058-22-0 43
3 2.3-Diaminophenol 124 C6H8N20 059649-56-8 35
4 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000481-30-1 35
5 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 35

Abundance Scan 2811 (18.621 min): BF116533.D (-2803) (-) m/z 124.10 100.00%

4

5000

ZTQ 327 355 4llz 18.20 18.40 18.60 18.80
o ' ERN N N S 1 m/z 43.00 63.25%
m'z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one

18!20 18.I40 18.I60 18.I80
m/z 229.15  49_64%

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #134631: Testosterone

18.20 18.40 18.60 18.80
m/z 55.00 44.17%

5000

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #10327: 2,3-Diaminophenol L I o
124 18.20 18.40 18.60 18.80
m/z 95.10 30.83%
5000
52 79
28 {
0..LL,.%E»,L...,....,.... e N
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082519\
Data File : BF116533.D

Acq On : 25 Aug 2019 15:47

Operator : HP/JU

Sample - K4465-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_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... 2.24 54_4 ng 2357420 1 6.88 867066 20.0
unknown6 .65 6.65 61.3 ng 2658200 1 6.88 867066 20.0
Benzenesulfonamid... 10.81 24.8 ng 1229600 4 11.40 993013 20.0
n-Hexadecanoic acid 11.92 3.0 ng 148839 4 11.40 993013 20.0
unknownl13.42 13.42 2.4 ng 80294 5 14.03 660212 20.0
n-Nonadecanol-1 13.87 7.3 ng 239508 5 14.03 660212 20.0
Sulfurous acid, o... 14.51 5.1 ng 168450 5 14.03 660212 20.0
Nonadecane, 9-met... 14.82 4.4 ng 132115 6 15.50 603994 20.0
2-methyloctacosane 15.16 7.4 ng 222711 6 15.50 603994 20.0
Octacosane 15.98 6.5 ng 196870 6 15.50 603994 20.0
unknownl16.03 16.03 7.0 ng 212360 6 15.50 603994 20.0
Vitamin E 16.25 4.5 ng 134765 6 15.50 603994 20.0
-.gamma.-Sitosterol 17.58 10.2 ng 307874 6 15.50 603994 20.0
Stigmast-4-en-3-one 18.62 10.1 ng 306241 6 15.50 603994 20.0
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