LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 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-BF122419 .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 5.051 500 504 515 rBV 238369 294231 12.08% 1.349%
2 5.463 571 574 600 rBY 1590600 1731771 71.11% 7.940%
3 6.486 744 748 766 rBY 1965324 1863358 76.52% 8.543%
4 6.616 766 770 774 rBVY 2105927 1997416 82.02% 9.158%
5 6.845 806 809 818 rBV 613519 492538 20.23% 2.258%
6 7.004 832 836 839 rBY 1643584 1500644 61.62% 6.880%
7 7.410 901 905 920 rBVY 1061380 1133906 46.56% 5.199%
8 8.133 1024 1028 1043 rBV 703734 682238 28.02% 3.128%
9 9.210 1207 1211 1214 rBvV 3033011 2435175 100.00% 11.165%
10 9.610 1275 1279 1287 rVB 107822 106354 4_.37% 0.488%

11 9.892 1323 1327 1332 rBV 908045 772824 31.74% 3.543%
12 10.686 1458 1462 1477 rBV 1288567 1329067 54.58% 6.094%
13 11.386 1577 1581 1584 rBV 792231 733028 30.10% 3.361%
14 11.410 1584 1585 1591 rVB 132285 104025 4.27% 0.477%
15 11.910 1662 1670 1678 rBV3 161286 221278 9.09% 1.015%

16 12.610 1786 1789 1793 rBV 258258 232910 9.56% 1.068%
17 12.698 1802 1804 1810 rBv4 29907 37863 1.55% 0.174%
18 12.839 1823 1828 1834 rBV 226449 227862 9.36% 1.045%
19 12.974 1847 1851 1855 rBV 2202301 2062725 84.71% 9.457%

20 13.168 1877 1884 1886 rBV3 28716 40874 1.68% 0.187%
21 13.292 1903 1905 1910 rVB5 30357 35933 1.48% 0.165%
22 13.404 1921 1924 1927 rBV3 52513 56592 2.32% 0.259%
23 13.439 1927 1930 1936 rVB6 46831 78936 3.24% 0.362%
24 13.792 1987 1990 1993 rBV 32140 36226 1.49% 0.166%
25 13.874 2000 2004 2014 rVB4 193947 358225 14.71% 1.642%
26 14.004 2023 2026 2028 rBV 61583 61655 2.53% 0.283%
27 14.045 2028 2033 2036 rVvv2 661898 780085 32.03% 3.577%
28 14.068 2036 2037 2040 rVB 114638 72391 2.97% 0.332%
29 14.186 2054 2057 2059 rBvV 69456 58809 2.41% 0.270%
30 14.433 2097 2099 2102 rVB 38303 31219 1.28% 0.143%

31 14.492 2106 2109 2111 rBV 126355 106301 4._.37% 0.487%
32 14.798 2158 2161 2165 rVB 128413 121607 4._.99% 0.558%
33 14.874 2171 2174 2177 rVB 44558 43798 1.80% 0.201%
34 14.945 2182 2186 2189 rBv4 35005 51190 2.10% 0.235%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF122419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.098 2208 2212 2215 rBV 113840 166119 6.82% 0.762%

36 15.139 2216 2219 2223 rVB 153625 180838 7.43% 0.829%
37 15.204 2228 2230 2236 rVB3 40759 59339 2.44% 0.272%
38 15.351 2251 2255 2256 rBV4 24263 29402 1.21% 0.135%
39 15.404 2261 2264 2271 rVV2 81233 143336 5.89% 0.657%
40 15.468 2272 2275 2279 rVB 87300 113143 4._.65% 0.519%

41 15.527 2280 2285 2295 rVV2 453955 694458 28.52% 3.184%
42 15.962 2355 2359 2364 rBVY 102528 171095 7.03% 0.784%
43 16.051 2368 2374 2381 rBVY 44720 130569 5.36% 0.599%

44 16.474 2442 2446 2449 rVB2 41213 67575 2.77% 0.310%

45 17.045 2540 2543 2544 rBV2 43308 46310 1.90% 0.212%

46 17.203 2565 2570 2572 rBV6 27804 44450 1.83% 0.204%

47 17.615 2635 2640 2645 rBV9 31465 70887 2.91% 0.325%
Sum of corrected areas: 21810575
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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: BF118450.D
3000000

2500000

6.62
2000000 6.49

5.46 7.00
1500000

7.41
1000000
6.85

500000
5.05

L e L

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: BF118450.D
3000000 9|21

2500000
12.97

2000000

1500000
10.69

1000000 9.89

8.13 11.39

500000
12.6112.84

h270)| || 13132
o e

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: BF118450.D
3000000

9.61 11.41 11.91

2500000

2000000

1500000

1000000

500000

17.047 20 17.62
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 11.95 ng 294231 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 504 (5.051 min): BF118450.D (-500) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.80 5.00 5.20 5.40
Ok ot 3L 80 S Tm/z 59.10 62.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R UL UL IR
59 480 500 520 5.40
m/z 101.10 27.14%
o 25 3 37 , 83 g3 M1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0,
5000 101 m/z 58.10 14 .43%
28 59
70 84
o...,..1“?.,..H.‘l....q‘.:..,??‘l:‘i....l.‘..7.8,.‘l..,.?‘L?.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R B Rama mas
43 4.80 5.00 5.20 5.40
m/z 41.10 10.39%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1

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

6.62 81.11 ng 1997420 1,4-Dichlorobenzene-d4 6.85

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16

2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9

4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9

5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
Abundance Scan 771 (6.622 min): BF118450.D (-766) (-) m/z 132.00 100.00%

5000

68

6.20 6.40 6.60 6.80 7.00

96
fo 2 g s |
LI UL WAL UL AL B B

m/z 68.10 33.82%

A
LA UL N N LN p

6.20 6.40 6.60 6.80 7.00

m/z 134.00

33.36%

6.20 6.40 6.60 6.80 7.00

m/z 66.00 22 .95%

6.20 6.40 6.60 6.80 7.00

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000
33 44 o 105
o e 0 115
1 IIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
116
5000 98
oy b L dor | s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117
5000
39 91
27 7 5165 77 ‘ 105 ‘
| \‘\ M L : ‘\ m ‘
O e T
m/z--> 20 40 60 80 100 120 140 160 180

m/z 69.05 14 .96%

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\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.91 6.04 ng 221278 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 30
Abundance Scan 1670 (11.910 min): BF118450.D (-1662) (-) m/z 73.00 100.00%
43 60 [
5000 i 129
115 213
LJ“ 8 143157171185 199 | 207 256 11.60 11.80 12.00 12.20
o} m/z 43.05 81.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
T knwﬂhwk,NKMWA
5000 129 f“JVTﬁTTfVNTJ-- ARAURRR

11.60 11.80 12.00 12.20
m/z 60.00 78.39%

213
143 157171 185 199

ey

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

Abundance #72646: Tridecanoic acid
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 41.05 74 .53%
29
129
“ T7 115 ‘ 71 214
oot bl I L 838 | s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid AR Rk o e
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 68.53%
O R e AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknownl3.44 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.44 2.02 ng 78936 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 5-bromo-2-hvdroxy- 200 C7H5Bro2 001761-61-1 38
2 Tetracvclol16.1.0.0(2.9).0(10.17... 284 C21H32 1000163-57-5 35
3 Benzoic acid. 3-bromo- 200 C7H5Bro2 000585-76-2 27
4 5-Bromophthaldehvdic acid 228 C8H5Bro3 004785-52-8 25
5 Estra-1,3,5(10)-trien-17-one, 3-... 284 C19H2402 001624-62-0 22
Abundance Scan 1930 (13.439 min): BF118450. 5 (-1927) (-) m/z 199.10 100.00%
19P
284
171185
5000 213

13.20 13.40 13.60 13.80

0 m/z 202.10 98.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61524: Benzaldehyde, 5—br0m0—2d—)gydr0xy—
2

5000
13.20 13.40 13.60 13.80

m/z 200.10 75.19%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131464: Tetracyclo[16.1.0.0(2,9).0(10,17)]nonadeca-2(9),1...
199 284
13.20 13.40 13.60 13.80
5000 m/z 284.20 64 .55%
129143157
41
07 67 91105 wa
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61514: Benzoic acid, 3-bromo- L R ma
200 13.20 13.40 13.60 13.80
185 m/z 171.10 58.61%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.87 9.18 ng 358225 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 90
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87

Abundance Scan 2003 (13.868 min): BF118450.D (-2000) (-) m/z 57.00 100.00%
57
83
5000
SR AR SUNRIUE SRR B
139 234 13.60 13.80 14.00 14.20
o 100195 m/z 43.05  90.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 LI B SR L B
13.60 13.80 14.00 14.20
m/z 55.05 71.16%
29 139 169 19 238 o,
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 111 m/z 83.10 63.65%
29 169
0 J ! l‘ ‘ | hl3|9. l ) ZJM-O 255 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane e e e
57 13.60 13.80 14.00 14.20
97 m/z 71.10 62.42%
5000
29 125
0 ‘ | “ L 154 196 224 269 320
m/z--> §0 100 1%0 260 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.49 2.73 ng 106301 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 2109 (14.492 min): BF118450.D (-2106) (-) m/z 57.05 100.00%
g7
85
5000
141 469 262 14.20 14.40 14.60 14.80
o3 b ll ol 0, 202 232 27288 309 Twm/z 71.05  78.71%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85 R AR L SO B
14.20 14.40 14.60 14.80
113 m/z 43.10 64 .93%
L2 I L 141 169 107 225 253 295 366
m/z--> 56 100 1%0 260 2%0 360 3%0
Abundance #129490: Eicosane
57
85 14,20 14.40 14.60 14.80
5000 m/z 85.10 62.20%
113
oL L1, \ L1 169 107 225 53 262
m/z--> 56 100 150 260 2%0 360 3%0
Abundance #141426: Heneicosane e T T T T
57 14.20 14.40 14.60 14.80
m/z 55.10 28.83%
85
5000
29 113
oL DL a6 07 a5 gss o
m/z--> 5'0 1(')0 1&1,0 2(')0 250 300 350 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
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 8 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.80 3.50ng 121607  Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heneicosane 206 C21H44 000629-94-7 91

2 Tetracosane 338 C24H50 000646-31-1 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 2161 (14.798 min): BF118450.D (-2158) (-) m/z 57.10 100.00%
g7
85
5000
3 141 169 19772232 295 341 14.40 14.60 14.80 15.00 15.20
o....,.].'.|l..~.. wg e 219757 200 2% SH Tz 71.05  86.15%
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57
85
5000 TT T T[T T T T [T T T T[T T TT[TT
mmmmmmmmmm
m/z 43.10 72 .70%
29 113 141
ol g b J (169 197 225 253 296
i o, T
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57
LA s s
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 67 .49%
29 113
o | I T 1141 169 197 225 253 281 309 338
—
m/z--> 50 100 150 200 250 300
Abundance #83023: Hexadecane P R e e
57 14.40 14.60 14.80 15.00 15.20
m/z 41.00 30.61%
5000 85
29
oL g b || M3 141 160 107 226
— T T ] e A B
m/z--> 50 100 150 200 250 300 14. 40 14 60 14. 80 15. 00 15 20

8270-BF122419.M Fri
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.40 4.13 ng 143336 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 95
4 Benzolelpvrene 252 C20H12 000192-97-2 95
5 Perylene 252 C20H12 000198-55-0 81
Abundance Scan 2263 (15.398 min): BF118450.D (-2261) (-) m/z 252.10 100.00%
252
5000
125 206
153 183200 226 15.00 15.20 15.40 15.60 15.80
< m/z 250.00 28.21%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104227: Benz[e]acephenanthrylene
252
5000
15.00 15.20 15.40 15.60 15.80
126 m/z 253.10 22 .29%
o309 63 83100, | 150 174 200 224 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104218: Benzo[a]pyrene
252
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 18.80%
126
0L39 57 74 100 ‘M 149 174 200 224 _‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104224: Benzo[K]fluoranthene L  AREREEas R
252 15.00 15.20 15.40 15.60 15.80
m/z 125.95 16.64%
5000
126
0 74 99, | 200 224 ,H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60 15.80

8270-BF122419.M Fri Jan 03 16:59:33 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.96 4.93 ng 171095 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Octadecane 254 C18H38 000593-45-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2359 (15.962 min): BF118450.D (-2355) (-) m/z 57.05 100.00%
g7
85
5000
4 i hon it i
155 183 221 246 268286 15.60 15.80 16.00 16.20
0 ,,\ |,]'|'l b bt e s 325 | "m/z  71.10  80.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83026: Hexadecane
57
5000 4 85 L AL DAL BURRN U B
15 60 15. 80 16. oo 16.20
m/z 43.10 63.65%
o 15 | | | Il |I| I 1‘.11 . 169 197 226
m/z--> 25 45 60 85 100 120 150 160 180 200 220 240 260 280 300 350
Abundance #105886: Octadecane
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 63.55%
4
SN O O A e A
m/z--> 25 45 60 85 100 120 150 160 180 200 220 240 260 280 300 350
Abundance #141426: Heneicosane T T
57 15.60 15.80 16.00 16.20
m/z 55.00 26.42%
85
5000
4
o2 | LA J\‘ |yt 160 197 25 a5y 296
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 32'0 15 60 15. 80 16. oo 16 20 '

8270-BF122419.M Fri Jan 03 16:59:34 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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-Methyl-Z-4-tetradecene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.05 3.76 ng 130569  perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Methvl-Z-4-tetradecene 210 C15H30 1000130-78-3 83

2 Dichloroacetic acid. tridecvl ester 310 C15H28C1202 1000280-48-3 62
3 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 53
4 n-Nonadecanol-1 284 C19H400 001454-84-8 43

5 Cyclopentanone, 3-(3-hydroxy-1-p... 140 C8H1202 074473-08-8 42

Abundance Scan 2374 (16.051 min): BF118450.D (-2368) (-) m/z 69.05 100.00%

43

5000

259276 318
240 239 355 15.80 16.00 16.20 16.40

0 m/z 83.05 90.14%
m/z--> 50 100 150 200 250 300 350
Abundance #69590: 2-Methyl-Z-4-tetradecene
5000 LA B L L L L LB
15.80 16.00 16.20 16.40
m/z 57.05 82.76%
04
m/z--> 50 100 150 200 250 300 350
Abundance #152609: Dichloroacetic acid, tridecyl ester
43
69 A B e
15.80 16.00 16.20 16.40
5000 97 m/z 55.00 78.80%
125
o2 ‘ ' 9t 182
- T T T I T T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #25368: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a... T
56 15.80 16.00 16.20 16.40
83 m/z 43.05 75.79%
5000
110 152
ob— M.J%MM,Wu]?%\.. e S
m/z--> 50 100 150 200 250 300 350 15. 80 16.00 16.20 16.40

8270-BF122419.M Fri Jan 03 16:59:34 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010220\
Data File : BF118450.D

Aca On : 2 Jan 2020 22:06

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknownl7.62 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.62 2.04 ng 70887 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Bromo-4-phenvl-auinazoline-2-c... 327 C15H10BrN30 1000317-60-7 9
2 .beta.-Alanine. N-(3-bromobenzov... 327 C14H18BrNO3 1000321-64-0 9
3 Carbamodithioic acid. diethvl-. ... 362 C10H10CI4N2S2 1000305-30-3 9
4 3-Bromo-7.9-dichloro-5-methvlpvr... 327 C13H8BrCI2N 1000251-40-3 7
5 Salutaridinol 329 C19H23N0O4 002392-98-5 7

Abundance Scan 2641 (17.621 min): BF118450.D (-2635) (-) m/z 95.05 100.00%
43 9
135 218 557 303
5000 67 160 187 39 38
414
3139 e
N “ ‘ 17.40 17.60 17.80 18.00
0 A m/z 43.10 89.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166449: 6-Bromo-4-phenyl-quinazoline-2-carbaldehyde oxime
329
5000 LIS IR BN SULRULN I
17.40 17.60 17.80 18.00
284 m/z 105.00 78.38%
o 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #166428: .beta.-Alanine, N-(3-bromobenzoyl)-, butyl ester
144 183
710 1760 17780 16000
5000 m/z 81.10 64.07%
8 227 254 327
oL Iztlglxsioul d‘.‘. |L:.I'1.8. : I" : .‘. I IJIIHLI : U. N r .H T
m/z--> 50 100 150 200 250 300 350 400
Abundance #191372: Carbamodithioic acid, diethyl-, 2,3,5,6-tetrachlo... N B B !
329 17.40 17.60 17.80 18.00
m/z 218.10 59.59%
5000
60 88
28 116
ol ‘ L | 141164185 213 246 273 301 || 362
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF122419.M Fri Jan 03 16:59:35 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010220\
Data File : BF118450.D

Acq On : 2 Jan 2020 22:06

Operator : JU

Sample - K6465-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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]
2-Pentanone, 4-hy... 5.05 11.9 ng 294231 1 6.85 492538 20.0
unknown6 .62 6.62 81.1 ng 1997420 1 6.85 492538 20.0
n-Hexadecanoic acid 11.91 6.0 ng 221278 4 11.39 733028 20.0
unknownl13.44 13.44 2.0 ng 78936 5 14.04 780085 20.0
Heptadecyl heptaf... 13.87 9.2 ng 358225 5 14.04 780085 20.0
Hexacosane 14.49 2.7 ng 106301 5 14.04 780085 20.0
Heneicosane 14.80 3.5 ng 121607 6 15.53 694458 20.0
Benzo[e]pyrene 15.40 4.1 ng 143336 6 15.53 694458 20.0
Hexadecane 15.96 4.9 ng 171095 6 15.53 694458 20.0
2-Methyl-Z-4-tetr... 16.05 3.8 ng 130569 6 15.53 694458 20.0
unknownl7 .62 17.62 2.0 ng 70887 6 15.53 694458 20.0
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