LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample : K5904-01

Misc :

ALS Vial : 3 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-BF111319.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 2.181 12 16 30 rvB 484122 728437 13.55% 1.356%
2 5.128 511 517 528 rVB 400958 486648 9.05% 0.906%
3 5.528 580 585 588 rBY 3003814 2664219 49.55% 4.961%
4 6.539 752 757 768 rBVY 2918767 3117768 57.98% 5.805%
5 6.681 777 781 785 rBVY 3553587 3142951 58.45% 5.852%
6 6.916 817 821 824 rBV 1276237 1011584 18.81% 1.884%
7 7.075 844 848 851 rBVY 2865078 2513453 46.74% 4 .680%
8 7.475 912 916 919 rBVY 2238960 1933168 35.95% 3.599%
9 8.204 1036 1040 1043 rBvV 1519180 1276468 23.74% 2.377%
10 9.280 1219 1223 1226 rBVY 4441454 3809204 70.84% 7.093%
11 9.392 1238 1242 1247 rVB2 64429 73130 1.36% 0.136%

12 9.675 1287 1290 1294 rVB 300737 278007 5.17% 0.518%
13 9.963 1335 1339 1343 rBV 1779084 1551731 28.86% 2.889%
14 10.163 1368 1373 1377 rBV3 41930 61490 1.14% 0.114%
15 10.757 1469 1474 1477 rBV 2303132 2070935 38.51% 3.856%

16 10.880 1490 1495 1502 rVB6 53068 87255 1.62% 0.162%
17 11.457 1589 1593 1596 rBV 2049037 1765683 32.84% 3.288%
18 11.480 1596 1597 1600 rVvVv 244297 139809 2.60% 0.260%
19 11.527 1601 1605 1608 rvv2 88194 107865 2.01% 0.201%

20 11.692 1629 1633 1640 rBv4 28717 54051 1.01% 0.101%
21 11.986 1671 1683 1695 rBV 2604085 4042296 75.18% 7.527%
22 12.257 1726 1729 1731 rVB2 57824 55797 1.04% 0.104%
23 12.510 1769 1772 1777 rBV 291717 401656 7.47% 0.748%
24 12.639 1791 1794 1796 rBV2 55910 54856 1.02% 0.102%

25 12.674 1796 1800 1803 rVV 651873 695612 12.94% 1.295%

26 12.733 1807 1810 1811 rVV3 162914 208735 3.88% 0.389%
27 12.774 1811 1817 1829 rVB 3712407 5376960 100.00% 10.012%
28 12.904 1834 1839 1844 rVB 435604 482631 8.98% 0.899%
29 13.051 1859 1864 1867 rBV 4917214 4383200 81.52% 8.161%

30 13.233 1893 1895 1897 rVB 77322 61474 1.14% 0.114%
31 13.268 1897 1901 1904 rBV2 93485 123080 2.29% 0.229%
32 13.339 1909 1913 1915 rVv2 55823 63018 1.17% 0.117%
33 13.616 1958 1960 1966 rVB 69658 61106 1.14% 0.114%
34 13.739 1978 1981 1987 rVB 63133 68626 1.28% 0.128%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample : K5904-01

Misc :

ALS Vial : 3 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-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.951 2013 2017 2026 rVB3 420302 653392 12.15% 1.217%

36 14.104 2036 2043 2046 rBV 1748659 2005989 37.31% 3.735%
37 14.127 2046 2047 2053 rVB 222032 208984 3.89% 0.389%
38 14.263 2066 2070 2076 rVB 277404 294425 5.48% 0.548%
39 14.568 2118 2122 2126 rBV 575839 577845 10.75% 1.076%
40 14.886 2172 2176 2181 rVB 902203 940696 17.49% 1.752%

41 14.968 2187 2190 2195 rBV3 60690 76691 1.43% 0.143%
42 15.162 2219 2223 2227 rBVY 187076 302379 5.62% 0.563%
43 15.239 2232 2236 2241 rBVY 964822 1156335 21.51% 2.153%
44 15.480 2274 2277 2284 rVV 116540 131757 2.45% 0.245%
45 15.545 2284 2288 2294 rVB 128779 154733 2.88% 0.288%

46 15.615 2295 2300 2302 rVV 1279416 1675121 31.15% 3.119%
47 15.645 2302 2305 2316 rVB 879867 1201830 22.35% 2.238%

48 16.104 2377 2383 2391 rBVY 580406 928126 17.26% 1.728%
49 16.633 2468 2473 2479 rVB 253003 446019 8.30% 0.830%

Sum of corrected areas: 53707225
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF117901.D
5000000

4000000
6.68

3000000 553 6.54 7.07

7.47
2000000
6.92
1000000

oy
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: BF117901.D
5000000 13.05

9.28

4000000 12.77

3000000 11.99

10.76
11.46

2000000
8.20

1000000

1.4
10.88 -giLeg

112,90
A e

O e e e e e e e e

I 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: BF117901.D
5000000

4000000

3000000

2000000 14.10

15.62
14.89 15.24 15.64
1000000 16.10
13.95

16.63
ﬂlﬁﬁilij\

et

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

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 5

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

2.18 14.40 ng 728437 1,4-Dichlorobenzene-d4 6.92
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

1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance Scan 16 (2.181 min): BF117901.D (-12) (-) m/z 73.00 100.00%
7B
5000 43 4&
55 87
2.20 2.30 2.40 2.50 2.60
| S— | N | (29100119 131 143 191\ Tnzz 43.00  37.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 UM DA RN AR RARR
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05 25.92%
AN
I""I""I""I""I""I""I""I""I""I
m/z--> 20 80 100 120 140 160 180
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 25.46%
“ ‘ L 97 112 129 \MJ/\~R_
0 "|"' U PN DAL SO UARLLEL SR
m/z--> 80 100 120 140 160 180
Abundance #2051: 1,3-Dioxolane, 2-methyl- e AARARENREEEEREaEEan s n )
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.85%
5000 43 A\Vj\yhbw\—_
58
0|"'M"|*'"|"'"|""|""|""|"' U SN HUAEIUAAE RARE AR AR AR
m/z--> 20 40 60 80 100 120 140 160 180 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\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 9

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

5.13 9.62 ng 486648 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF117901.D (-511) (-) m/z 43.00 100.00%
43
59
5000
i PP
Obrrrrrreeele St 67 8 W/z 59.00 62.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I UL UL
59 480 500 520 540
m/z 101.00 23.18%
o it 83 g3 'f!
R I N RS UL AL I IR UL AN SN LA B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 15.19%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime RAm s
43 4.80 5.00 5.20 5.40
m/z 40.95 9.12%
5000
101
15 58
L2l 69 84 |
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY USSR SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.68 Concentration Rank 1

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

6.68 62.14 ng 3142950 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Xenon 132 Xe 007440-63-3 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 781 (6.681 min): BF117901.D (-777) (-) m/z 132.00 100.00%
5000 68
40 | 75 6 640 6.60 6.80 7.00
54 104 : : : :
o....,...:ll!..“ﬁ:!..??...',..':.,..5.‘?,..!.,.':..,.1.1?.,....,-'...,.. m/z 68.00 39.17%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S SRS SRS LA A
o7 6.40 6.60 6.80 7.00
- 117 m/z 134.00 32.49%
0,,,,I,,,,Ii‘,lmi.,m?}.ll,,ll,.,.,|I.,,,??,J,,}92}19,,|,|}2,4},|||m|”
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132
640 6.60 6.80 7.00
5000 m/z 66.00 26 .34%
66
o ! 126
RS R RS ARRRS AR AN AR RAS RARES SRS BRSNS BARRE BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine A B e
132 6.40 6.60 6.80 7.00
o7 m/z 69.05 16.76%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.99 45.79 ng 4042300 Phenanthrene-d10 11.46
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 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 1684 (11.992 min): BF117901.D (-1671) (-) m/z 73.00 100.00%

73
43

5000 129

213

L

171185
43157 199 11.60 11.80 12.00 12.20 12.40

01 m/z 60.00 80.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 T TT LN I LI I B

11.60 11.80 12.00 12,20 12.40
m/z 43.00 80.62%

213
143157171185199

J‘“ 83
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid

-

| RRASNEE S e e
43 5 11.60 11.80 12.00 12.20 12.40

5000 129 m/z 55.00 67 .64%

143157 214

o
=

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid REEREEEEEE R e
43 57 73 11.60 11.80 12.00 12.20 12.40
m/z 41.00 65.95%

-

5000 129

-

143157171

T I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Cyclohexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.51 4_.55 ng 401656 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Cetene 224 C16H32 000629-73-2 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 1-Octadecanol 270 C18H380 000112-92-5 89
Abundance Scan 1772 (12.510 min): BF117901.D (-1769) (-) m/z 55.00 100.00%
56 83
69 r
5000

125

139154 176 224 Hp1 256 1220 12140 1260 1280
ol 241 m/z 43.00 86.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81246: Cyclohexadecane
56
41 69 83
97
5000

12.20 12.40 12.60 12.80
m/z 83.05 85.74%

2 125
0 139153 167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81244: Cetene
43 57
_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—l_l_l_l_l—l’

12.20 12.40 12.60 12.80
5000 m/z 69.05 80.20%

29
111
125
0 \\ 140154168182196 224
RRSRREREEEY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131391: n-Nonadecanol-1

_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—[

55 g 83 97 12.20 12.40 12.60 12.80
m/z 57.00 78 .56%

4
5000
125
27 | 139154168182106210223238 266
Ol 223
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 1-Phenazinecarboxylic acid,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.73 2.36 ng 208735 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 60
2 1-Phenazinecarboxvlic acid. 6-T1... 506 C31H42N204 120464-92-8 43
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 40
4 Trehalose 342 C12H22011 000099-20-7 38
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 35

Abundance Scan 1809 (12.727 min): BF117901.D (-1807) (-) m/z 57.00 100.00%

5000

12.40 12.60 12.80 13.00

0f m/z 73.00 93.76%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #131258: Octadecanoic acid

5000

1 I T I
12.40 12.60 12.80 13.00

m/z 43.00 70.47%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235929: 1-Phenazinecarboxylic acid, 6-[1-[(1-oxohexadecyl...
43 73
12.40 12.60 12.80 13.00
5000 m/z 60.00 57.83%
of— il 463 507
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R e e ARREREREY
43 12.40 12.60 12.80 13.00
m/z 41.00 51.25%
5000 J\
o) E— AL Laa s e
m/z--> 0 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.77 60.91 ng 5376960 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 1816 (12.769 min): BF117901.D (-1811) (-) m/z 73.00 100.00%

7B

5000 129
T T T
14” 199573227 12.40 12.60 12.80 13.00
0f m/z 43.05 96.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

5000 129
12.40 12.60 12.80 13.00
m/z 60.00 83.71%
| 143457171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

12.40 12.60 12.80 13.00
5000 129 m/z 57.00 78.70%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.40 12.60 12.80 13.00
m/z 55.00 74.73%
43 5
5000 129

29 185 228

‘ ‘ T 1115 143157171 ‘ 199,13
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12. 60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Cycloeicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.95 6.51 ng 653392 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 92
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 92
3 Cvclohexadecane 224 C16H32 000295-65-8 90
4 Cvclopentadecane 210 C15H30 000295-48-7 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90

Abundance Scan 2017 (13.951 min): BF117901.D (-2013) (-) m/z 57.00 100.00%

43 Y7
83 g
5000

13.60 13.80 14.00 14.20
m/z 43.05  82.94%

5
. 139153167183 P15 | 244258

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127768: Cycloeicosane

-

5000

13!60 13.I80 14.IOO 14!20
m/z 55.00  70.44%

125
139153 168182196210224238252

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104186: 5-Octadecene, (E)-
55
A N B
4 69 83 13.60 13.80 14.00 14.20
5000 m/z 83.05 65.73%
2 111
o J 11 125139154168182196 224 252
B RRREREELE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane R EaEE
41 55 83 13.60 13.80 14.00 14.20
69 m/z 97.10 58.61%
2 125
o 139153167181 196 224

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14 .26 2.94 ng 294425 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 2070 (14.263 min): BF117901.D (-2066) (-) m/z 57.00 100.00%

57
5000 8

113 14.00 14.20 14.40 14.60
141 163183201 225244 267
ol 38 LA |t 16318%001 225244 267 308 m/z 71.05 71.17%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

&

5000 85 e e it
14.00 14.20 14.40 14.60

m/z 43.05 63.75%
29 113 14
oL L, j ﬂ Lo 141,169 197 225 253 205 323 367
i e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R B TR T B e
85 14.00 14.20 14.40 14.60
5000 m/z 85.05 51.74%
29 113
oL L LT M 169 107 225 253 296
bl e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane G R R S
57 14.00 14.20 14.40 14.60
m/z 41.00 26.08%
5000 85
29 113
0 | I |y Ty, 14 ‘169 197 225 253 281 309 338
— e R R e
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Tricosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .57 5.76 ng 577845 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2122 (14.568 min): BF117901.D (-2118) (-) m/z 57.05 100.00%
57 n
85
5000
141 169 14.20 14.40 14.60 14.80
ol .3.',J. we 1| L P 197219 202 261303324 374 | nso 71,05 73.60%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85 R A BN AR
14.20 14.40 14.60 14.80
m/z 43.10 64 .99%
113 324
o L e 207 29 267 a0
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #100330: 2-Bromo dodecane
57
14.20 1440 14.60 14.80
5000 85 m/z 85.05 53.31%
29 } 113 169
0..ll‘.‘l‘.“.‘.i.dl.‘.‘..14|.9.L..|....24|8....|....|...
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B AEEE R R R RS
57 14.20 14.40 14.60 14.80
m/z 41.00 25.00%
85
29 113
ol ‘ | b 1\ 141169 197 225 253 296
m/z--> 5'0 100 1&'30 2(')0 2éo 3(')0 3éo 14'20 14. 40 14 60 14|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.89 11.23 ng 940696 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2177 (14.892 min): BF117901.D (-2172) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.60 14.80 15.00 15.20
ol 34 1, L “ Ll 2,197 225 293274295 328 351 Tz 71.10  70.64%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 AN DU SR B
14.60 14.80 15.00 15.20
- m/z 43.00 62.72%
oL | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.10 54_07%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane e AABARERREEN
57 14.60 14.80 15.00 15.20
m/z 41.00 22 .58%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.24 13.81 ng 1156340 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2236 (15.239 min): BF117901.D (-2232) (-) m/z 57.00 100.00%
g7
85
5000
113 15,00 15.20 15.40 15.60
141
ol .34., LT 60 197 230 268 295 s m/z 71.05 70.82%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85
15.00 15.20 15.40 15.60
m/z 43.05 64.13%
oL 34} | .111}3J 141 169 197 % 267 204 323 352
m/z--> 50 100 1%0 200 250 300 350
Abundance #141426: Heneicosane
57
o '~ 15.00 15.20 15.40 15.60
5000 m/z 85.10 52.95%
29 113
oL L LT M 169 107 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B B L B B B
57 15.00 15.20 15.40 15.60
m/z 55.00 23.95%
5000 85
29 i 13 14
ol A d 77 M 100 107 225 253 | 295 sp3 367 | 2 o o
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.10 11.08 ng 928126 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2382 (16.098 min): BF117901.D (-2377) (-) m/z 57.00 100.00%

5000

i

15.80 16.00 16.20 16.40

41 183 225
0 275309 351 m/z 71.05  70.25%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
5|7
5000 TT T T 1T TT T I TTTT TT T T
15. 80 16. 00 16 20 16. 40
99 m/z 43.05 61.16%
0 ; 141 183 225 267 309 367
rH A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
L e
15.80 16.00 16.20 16.40
5000 m/z 85.05 51.40%

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

o A B o o T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl- e EREEE S
57 15.80 16.00 16.20 16.40
m/z 55.00 22.19%
- j\-hv*v«,kgj\/-p,_w~¢Nvd
99
o | 141 183 239 261 323
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\BF112119\
Data File : BF117901.D

Aca On : 21 Nov 2019 10:19

Operator :© JU

Sample = K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.63 5.33 ng 446019 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2472 (16.627 min): BF117901.D (-2468) (-) m/z 57.00 100.00%
q7
5000 8 kNWAN\W/\WMM“WA
UL BUMILN BN SRR SUM
141 169 16.40 16.60 16.80 17.00
ol 24 1] “ .I A A97 220245 A8 ‘m/z 71.05 71.56%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 LR SULILLN BN IR SUL
mmmmmmﬂm
m/z 43.00 63.65%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
g7
" 16.40 16,60 16.80 17.00
5000 85 m/z 85.10 51.84%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance #38349: Decane, 3,8—dimethy|— LA L L L L
57 16.40 16.60 16.80 17.00
m/z 55.00 23.05%
I Mh
5000
| 113 141
N — S
m/z--> 50 100 150 200 250 300 350 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112119\
Data File : BF117901.D

Acq On : 21 Nov 2019 10:19

Operator : JU

Sample - K5904-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.18 14.4 ng 728437 1 6.92 1011580 20.0
2-Pentanone, 4-hy... 5.13 9.6 ng 486648 1 6.92 1011580 20.0
unknown6 .68 6.68 62.1 ng 3142950 1 6.92 1011580 20.0
n-Hexadecanoic acid 11.99 45.8 ng 4042300 4 11.46 1765680 20.0
Cyclohexadecane 12.51 4.5 ng 401656 4 11.46 1765680 20.0
1-Phenazinecarbox... 12.73 2.4 ng 208735 4 11.46 1765680 20.0
Octadecanoic acid 12.77 60.9 ng 5376960 4 11.46 1765680 20.0
Cycloeicosane 13.95 6.5 ng 653392 5 14.11 2005990 20.0
Tetracosane 14.26 2.9 ng 294425 5 14.11 2005990 20.0
Tricosane 14.57 5.8 ng 577845 5 14.11 2005990 20.0
Octacosane 14.89 11.2 ng 940696 6 15.62 1675120 20.0
Heptadecane, 9-oc... 15.24 13.8 ng 1156340 6 15.62 1675120 20.0
Hexacosane 16.10 11.1 ng 928126 6 15.62 1675120 20.0
Heneicosane 16.63 5.3 ng 446019 6 15.62 1675120 20.0
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