LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 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-BF110619.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 2.228 19 24 30 rvB 1406219 1867498 22.19% 2.215%
2 5.151 515 521 527 rVB 1307063 1646361 19.56% 1.953%
3 5.545 582 588 591 rBY 6676772 6900362 82.00% 8.186%
4 6.545 752 758 763 rBVY 6331077 7626072 90.62% 9.047%
5 6.698 779 784 787 rBVY 7370449 7513405 89.28% 8.913%
6 6.928 819 823 826 rBVY 2647575 2069297 24.59% 2.455%
7 7.087 846 850 853 rVB 6569217 5740718 68.22% 6.810%
8 7.486 913 918 921 rBVY 4617684 4822318 57.30% 5.721%
9 8.216 1037 1042 1045 rBVY 3287934 2824510 33.56% 3.351%
10 9.292 1220 1225 1228 rBVY 8662278 8415361 100.00% 9.983%

11 9.686 1288 1292 1296 rBV 988589 956481 11.37% 1.135%
12 9.792 1306 1310 1313 rBV5 72021 103362 1.23% 0.123%
13 9.839 1315 1318 1321 rBVv2 110121 172245 2.05% 0.204%
14 9.892 1324 1327 1331 rVB2 156042 159558 1.90% 0.189%
15 9.975 1337 1341 1345 rVB 3860547 3434174 40.81% 4._.074%

16 10.233 1383 1385 1388 rBV3 134987 162237 1.93% 0.192%
17 10.298 1393 1396 1397 rBV2 92631 98353 1.17% 0.117%
18 10.392 1409 1412 1416 rBV2 195141 215172 2.56% 0.255%
19 10.633 1450 1453 1456 rVB 485895 445982 5.30% 0.529%
20 10.769 1471 1476 1479 rBV 5762347 5732943 68.12% 6.801%

21 10.898 1494 1498 1501 rBV 1938762 1845562 21.93% 2.189%
22 11.369 1575 1578 1582 rVB 1517636 1417656 16.85% 1.682%
23 11.469 1592 1595 1598 rBV 3448212 3214756 38.20% 3.814%
24 11.998 1682 1685 1688 rVB2 1091799 978563 11.63% 1.161%
25 13.063 1862 1866 1869 rBV 6312237 6587306 78.28% 7.815%

26 13.957 2015 2018 2025 rVB2 1520041 1706649 20.28% 2.025%
27 14.115 2042 2045 2048 rVB 2249465 2289121 27.20% 2.716%
28 14.986 2190 2193 2202 rVB 394573 475406 5.65% 0.564%
29 15.174 2222 2225 2235 rVB 414096 811699 9.65% 0.963%
30 15.257 2237 2239 2242 rVB 208701 214886 2.55% 0.255%

31 15.492 2276 2279 2285 rVB 232085 291176 3.46% 0.345%
32 15.551 2287 2289 2294 rVV 164527 197430 2.35% 0.234%
33 15.621 2297 2301 2305 rVV 1733850 2226598 26.46% 2.641%
34 15.657 2305 2307 2314 rVB2 298723 422545 5.02% 0.501%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.121 2382 2386 2391 rBV 178207 267769 3.18% 0.318%
36 16.656 2474 2477 2488 rVB3 130201 244064 2.90% 0.290%
37 17.139 2555 2559 2565 rvVB2 103848 196462 2.33% 0.233%

Sum of corrected areas: 84294057
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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: BF117734.D
1e+07

8000000 6.70

5.55
6.55 7.09

6000000

4000000
6.93

20000001 5 55 5.15

L s

I
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: BF117734.D
1e+07 1306

9.29

8000000
10.77

6000000 147

0.97 12.00
4000000 [ 11.3 M

8.22 10.90

2000000

e e T e 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: BF117734.D
1e+07

8000000

6000000

14.12

4000000 13.96

15.62

s AJ% 7 >
.20 15219566
iuﬁgﬁvv_gg. 16.12 16.66 17.14

O T M ————————

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

2000000

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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.

2.23 18.05 ng 1867500 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 24 (2.228 min): BF117734.D (-19) (-) m/z 73.00 100.00%
7B

-

5000 43
55 87
37 | 61 67 | 2.20 2.30 2.40 2.50 2.60
N Y m/z 43.00 39.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05 25.95%
29
1 35 1] | 67 1] 80
T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.00 25.76%
29
ok 1l MLW U etl o | o7 12 1z
B o o o R e o e e e RRREEEE S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.00%
5000 43
58
N R S S N DM
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 4

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

5.15 15.91 ng 1646360 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 521 (5.151 min): BF117734.D (-515) (-) m/z 43.00 100.00%
43
59
5000
s 70 5bo sho sk
0....,....','...:|,..7.1.,8-.3...',|....,....,....,....,....,2.0.7.. m/z 59.00 55.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I LN I L
59 480 500 520 540
m/z 101.00 20.53%
15 4 101
83
0 wl | . L
LA S SR SULELEL SURLIL UL DAL B SO B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50
480 500 520 540
5000 M m/z 58.00 16.22%
o [l s 126 14
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4—methy|— LA L L L L L L
43 4.80 500 5.20 5.40
m/z 40.95 8.67%
5000
101
15
27 & T
0"“|“m“H"Jl'““l?g“i"“l"“l"”l"”l"“l"”
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 unknown6.70 Concentration Rank 1

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

6.70 72.62 ng 7513410 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 784 (6.698 min): BF117734.D (-779) (-) m/z 131.95 100.00%
132
5000 68
40 % 640 6.60 6.80 7.00
54 . . . :
0 8 397 e | m/z 67.95  39.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116 R AR R R AR

6.40 6.60 6.80 7.00
m/z 134.00 34 .79%

0 ol 188 189
- IIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
T
6.40 6.60 6.80 7.00
5000 m/z 65.95 26 .60%
27 42
0...1.5,.“.‘2.,‘a“..‘.“‘,1.726,..9.1.,....,.. B TR e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- R AR m
132 6.40 6.60 6.80 7.00
117 m/z 69.05 15.87%
5000
39 51 65 77 !
105 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.60 ng 445982 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 87
3 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexadecane 226 Cl16H34 000544-76-3 86
Abundance Scan 1452 (10.627 min): BF117734.D (-1450) (-) m/z 57.05 100.00%
g7
5000 wJLﬁL
8 R AR U BN B
113 10.40 10.60 10.80 11.00
ol S l4) 4116318206281 0 "m/z 71.10 52.05%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
85 10.40 10.60 10.80 11.00
m/z 43.00 47 .25%
o 2901 | | ;118 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
10,40 10.60 10.80 11.00
5000 g5 m/z 85.10 24 _.56%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid Rl R e B
g7 10.40 10.60 10.80 11.00
81 m/z 41.00 20.09%
125 184
5000
152
0= "|""|""’ T R BRI SO BN B
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Tridecane, 5-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.90 11.48 ng 1845560 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
2 Undecane. 6-ethvl- 184 C13H28 017312-60-6 83
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 81
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 81
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80

Abundance Scan 1498 (10.898 min): BF117734.D (-1494) (-) m/z 57.00 100.00%

57
5000
4 85

113 e AREENEERERE RS
141 183 10.60 10.80 11.00 11.20
Otk i f g 241159 0 207 220045 %8 | w71 10 79.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83031: Tridecane, 5-propyl-
57
5000 4 LN L L L L L L L L B
8 10 60 10. 80 11. OO 11. 20
> m/z 43.05 57.64%
112
ol L 141 183 226
rrerr et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48842: Undecane, 6-ethyl-
57
T T T

10.60 10.80 11.00 11.20
5000 m/z 85.10 31.50%

85 112
4 i ‘ 154
24 | g oy 128 h 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

1)

Abundance #48867: Undecane, 3,6-dimethyl- T
57 10.60 10.80 11.00 11.20
m/z 41.00 26 .05%
- M
4
85
o2 DL 155 g
e M A Raa e R R mam e e I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.37 8.82 ng 1417660 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tridecane 184 C13H28 000629-50-5 87
Abundance Scan 1578 (11.369 min): BF117734.D (-1575) (-) m/z 57.10 100.00%
57
5000 85
. T 50 155 o zzner e 100 1120 1140 1160
01 N O O RO L — m/z 71.10 84.50%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 LRI LN B UM
11.00 11.20 11.40 11.60
m/z 43.05 51.47%
o 2.9 | | .I 1:|I|-3 i 141 169 197 226
m/z--> " 50 100 1%0" 200 "250" 300 350
Abundance #117640: Tridecane, 7-hexyl-
57
29 11.00 11.20 1140 11.60
5000 85 m/z 85.10 47 .09%
182
oLl } Lo am | o 2s oes
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L LI L L L N DL B
57 11.00 11.20 11.40 11.60
m/z 41.00 27 .25%
5000 85
. 29 j Iy M3, 141 160 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.00 6.09 ng 978563 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Octadecanoic acid 284 C18H3602 000057-11-4 62
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Benzamide, 4-butoxy-N-[2-(2-thie... 303 C17H21NO2S 1000319-87-5 41
Abundance Scan 1685 (11.998 min): BF117734.D (-1682) (-) m/z 73.00 100.00%
78
5000 129
256 11,60 11.80 12.00 12.20 12.40
0 273289304 m/z 43.10 84.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
5000 129 AR UL DA SRR B
nmnmnmnmnm
m/z 41.00 80.33%
0! WJMJAb%wMﬂJxNWxANNN
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43 78
11/60 11.80 12.00 12.20 12.40
5000 129 m/z 60.00 79.39%
2
O.HPL”U”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid s SEVAE S S
43 78 11.60 11.80 12.00 12.20 12.40
m/z 57.10 74 .11%
5000 129
(o} R B BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 60 11. 80 12. oo 12. 20 12. 40

8270-BF110619.M Mon Nov 11 08:03:22 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 E-15-Heptadecenal Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.96 14.91 ng 1706650 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 E-15-Heptadecenal

2 Pentafluoropropionic acid. penta... 374 C18H31F502

3 Behenic alcohol

4 Heptafluorobutvric acid. pentade... 424 C19H31F702

5 1-Heneicosanol

252 C17H320

326 C22H460

312 C21H440

1000130-97-9 97
959092-08-1 94
000661-19-8 94
959261-23-5 94
015594-90-8 93

Abundance Scan 2019 (13.963 min): BF117734.D (-2015) (-) m/z 43.10 100.00%
5000 m vN\JﬁVL“”“‘”“AH\-mNNNJk_,NA
230
13.60 13.80 14.00 14.20
139 168 200 . . . .
- , LS i} 222 280302 830 397876 | sz 57.00  98.53%

m/z--> 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal

%

5000 LA L L L L L B
13.60 13.80 14.00 14.20
m/z 83.10 94 _20%
o l Jl l139 168 196 224 252
1 bt r——r——— 7
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57
83 R e N EmER
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 82.28%
29 i
139
oL L LRtz 20 25 s \LA\
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol R AR EEEEE T
55 83 13.60 13.80 14.00 14.20

m/z 97.10 79.57%

5000 e

=
w
©
%

29

m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.99 4.27 ng 475406 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 98
2 Saualene 410 C30H50 000111-02-4 92
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
4 6.10.14-Hexadecatrien-1-ol. 3.7.... 292 C20H360 036237-66-8 72
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
Abundance Scan 2194 (14.992 min): BF117734.D (-2190) (-) m/z 69.00 100.00%
60
5000 ““A““\-KNA“AMNA\A~N\~MAJ
41 S
95 137 254 14.60 14.80 15.00 15.20 15.40
163 224 : : : : :
ol 19 | 108 192 258 L 276302 341367387412 | ;58100 | 48.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
60
5000 R UM SRR BRI B
14.60 14.80 15.00 15.20 15.40
41 o m/z 41.00 21.31%
ok T a1 169 101 217 zvs 2 zon st sy o
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
14.60 14.80 15.00 15.20 15.40
so00l 4 m/z 254.00 15.96%
95
ol J,m.‘ 1 417 m 1161 191 ?%7.. ,.27? ?99.. 341 367 ﬁ%o
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R R e e
69 14.60 14.80 15.00 15.20 15.40
m/z 137.05 12.96%
5000
41
95 137
N ‘l,u 11877 |165,1,9:f,, — I
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.49 2.62 ng 291176 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
3 Benzolalpvrene 252 C20H12 000050-32-8 95
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 93
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2279 (15.492 min): BF117734.D (-2276) (-) m/z 252.05 100.00%
252
5000
36 57 8310 1?5 159 187 224 | 272292314 342365 414 15.20 1540 15080 180
ol 28 2 25104 299 187 ST (272292314 Si2 o> | 4l m/z 250.00 28.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000
15.20 15.40 15.60 15.80
125 m/z 253.00 22.92%
ol 50 74 99, | 146 174 200 224 “
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 14.08%
126
oL39 74 100, | 150174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene AR EEREE L
252 15.20 15.40 15.60 15.80
m/z 126.00 11.76%
5000
126
ol 50 74 100, | 149 174 200 224
LI L UL WU UL SURLELELA UL SRR DU L AR L SO B
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.12 2.41 ng 267769 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 87
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 83
Abundance Scan 2386 (16.121 min): BF117734.D (-2382) (-) m/z 57.00 100.00%

5000

:

15.80 16.00 16.20 16.40
m/z 71.00 66.10%

41177211 266 379356
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #141426: Heneicosane

8

5000 LA L L L L L L L L
15. 80 16. 00 16. 20 16. 40
m/z 43.00 57.78%
ol 2 296
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
R REERE R R Ry
15.80 16.00 16.20 16.40
5000 m/z 85.10 50.46%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

lts

o A B o o T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane T
57 15.80 16.00 16.20 16.40
m/z 55.00 19.50%
. A’\A’V\/\N\/‘/\M\
99
0l_26, | | 141 183 225 267 309 365
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117734.D

Aca On : 8 Nov 2019 16:43

Operator :© JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.66 2.19 ng 244064 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2478 (16.662 min): BF117734.D (-2474) (-) m/z 57.00 100.00%
57
W m 174 207 234 258277297 328 357 1640 16,60 1680 17.00
Ol m/z 43.00 62.37%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 HURR AR BN SUNURE SR
29 16.40 16.60 16.80 17.00
m/z 71.05 62 .36%
oL ,J, A TR ree 107 225 253 22
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
! 1640 16.60 16.80 17.00
5000 m/z 85.10 46 .05%
99 196
0 T ‘I‘ I‘I N Iill HI IJJ }%7 IJ ]I-SIS n IHI IIZIZIS I252I I28‘OI S KWAMM
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane LI L L LB L
57 16.40 16.60 16.80 17.00
m/z 55.00 24 .26%
85
5000
29
m/z--> 50 160 1%0 200 250 300 350 16h0 1&60 1&%0 Ifoo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110819\
Data File : BF117734.D

Acq On : 8 Nov 2019 16:43

Operator : JU

Sample : K5722-14

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110619_.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... 2.23 18.1 ng 1867500 1 6.93 2069300 20.0
2-Pentanone, 4-hy... 5.15 15.9 ng 1646360 1 6.93 2069300 20.0
unknown6.70 6.70 72.6 ng 7513410 1 6.93 2069300 20.0
Heptacosane 10.63 2.6 ng 445982 3 9.97 3434170 20.0
Tridecane, 5-propyl- 10.90 11.5 ng 1845560 4 11.47 3214760 20.0
Hexadecane 11.37 8.8 ng 1417660 4 11.47 3214760 20.0
n-Hexadecanoic acid 12.00 6.1 ng 978563 4 11.47 3214760 20.0
E-15-Heptadecenal 13.96 14.9 ng 1706650 5 14.12 2289120 20.0
Supraene 14.99 4.3 ng 475406 6 15.62 2226600 20.0
Benzo[e]pyrene 15.49 2.6 ng 291176 6 15.62 2226600 20.0
Heneicosane 16.12 2.4 ng 267769 6 15.62 2226600 20.0
Eicosane 16.66 2.2 ng 244064 6 15.62 2226600 20.0
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