LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 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 M\METHODS\8270-BM031119.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 5.234 375 382 399 rBVY 4328942 6194580 62.87% 7.382%
2 6.816 644 651 668 rBY 4722543 7585144 76.98% 9.039%
3 7.163 703 710 728 rBVY 4811865 7498620 76.11% 8.936%
4 7.628 783 789 796 rBV 867338 1333108 13.53% 1.589%
5 7.946 835 843 854 rBVY 3250838 5093391 51.69% 6.070%
6 8.798 980 988 1007 rBVY 2424093 4017078 40.77% 4_.787%
7 9.875 1163 1171 1190 rBV 456545 908016 9.22% 1.082%
8 10.410 1255 1262 1275 rBV 1144067 1887085 19.15% 2.249%
9 11.251 1395 1405 1416 rBV 102230 204324 2.07% 0.243%
10 12.898 1677 1685 1698 rBY 6883989 9744734 98.90% 11.613%

11 13.233 1736 1742 1747 rBV2 75553 146060 1.48% 0.174%
12 13.498 1783 1787 1794 rVB3 75821 118125 1.20% 0.141%
13 13.751 1824 1830 1844 rVB 470444 726648 7.38% 0.866%
14 14.286 1914 1921 1930 rVB2 2071072 3004315 30.49% 3.580%
15 15.786 2165 2176 2190 rBV 6226098 8979426 91.14% 10.701%

16 15.892 2191 2194 2201 rVB2 61327 114754 1.16% 0.137%
17 17.045 2383 2390 2398 rBV2 2208091 3206730 32.55% 3.821%
18 17.939 2536 2542 2551 rBV 989720 1374616 13.95% 1.638%
19 18.421 2619 2624 2632 rBV 233497 330581 3.36% 0.394%
20 18.610 2651 2656 2663 rBV 148306 321243 3.26% 0.383%

21 19.221 2756 2760 2768 rBV 280021 479271 4._86% 0.571%
22 19.686 2833 2839 2844 rBV 8201972 9852835 100.00% 11.742%
23 19.980 2887 2889 2893 rVB 184931 180544 1.83% 0.215%
24 20.951 3050 3054 3064 rVB 1108735 1763683 17.90% 2.102%
25 21.245 3100 3104 3109 rBV 2088114 2539966 25.78% 3.027%

26 21.756 3188 3191 3195 rBV5 265164 314961 3.20% 0.375%
27 21.809 3198 3200 3203 rVvVv 230766 272036 2.76% 0.324%
28 21.845 3203 3206 3214 rVB2 412518 720924 7.32% 0.859%
29 22.768 3360 3363 3368 rVB 313589 376198 3.82% 0.448%
30 23.327 3455 3458 3463 rVB3 167039 249647 2.53% 0.298%

31 23.474 3477 3483 3490 rVB2 1442694 2711099 27.52% 3.231%

32 24.074 3581 3585 3593 rBV5 198064 439894 4._46% 0.524%
33 27.368 4141 4145 4156 rVB6 412125 1224953 12.43% 1.460%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM031119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 83914589
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO032119\

BM019301.D

21 Mar 2019 21:33

JussJ

K2004-04

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BM019301.D

6.82 7.16
5.23

7.95
8.80

7.63

10.41

9.87

11.25

OF==r=r
Time--> 3.00

350 400 450 5.00

550 6.00 650 700 750 8.00 850

9.00

9.50

I
10.00 10.50 11.00 11.50

A
T T T

Abundance

8000000

6000000

4000000

2000000

TIC: BM019301.D

12.90
15.79

17.04

14.29

13.75
13.233.50 |\ 5.89

1969

19.98

O
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

0

TIC: BM019301.D

21.24

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM031119.
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Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.16 Concentration Rank 1

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

7.16 112.50 ng 7498620 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 709 (7.157 min): BM019301.D (-703) (-) m/z 132.00 100.00%
5000 68
40 % J 6.80 7.00 7.20 7.40
54 7 - : . :
ol Jrer lssus o w/z 68.10  49.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ARAASRARSS RARRARRAR S
6.80 7.00 7.20 7.40
31 51 78 m/z 134.00 31.70%
0 U DAL SN DAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132
74 6.80 7.00 7.20 7.40
5000 gg 116 m/z 66.10 29.61%
oy _,\MI 89 .‘“-JW-‘-“. 1189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- L L L L L B B
132 6.80 7.00 7.20 7.40
m/z 69.05 19.98%
5000 63 g
B0 | e
oL ....“..“.l”.‘l.‘.“.... A ..“. —— ——r —— e
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Phenol, 3-ethyl- Concentration Rank 4

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

9.87 9.62 ng 908016 Naphthalene-d8 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3-ethvl- 122 C8H100 000620-17-7 94
2 Phenol. 2-ethvl- 122 C8H100 000090-00-6 91
3 Phenol. 4-ethvl- 122 C8H100 000123-07-9 86
4 3.3-Dimethvl-6-methvlenecvclohexene 122 C9H14 020185-16-4 72
5 2-lIsopropylpyrazine 122 C7H10N2 029460-90-0 59

Abundance Scan 1170 (9.869 min): BMOlE()b301.D(—1163) ) m/z 106.95 100.00%
107
5000 122
77
39 51 65 94 169 9.60 9.80 10.00 10.20
o) N S IS N IR M | S MMM . m/z 122.10 42.05%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9600: Phenol, 3-ethyl-
107
5000
77 122 9.60 9.80 10.00 10.20
o ‘ m/z 77.10 28.73%
27 51 g5 94
0 = ""I“!"Ih" S PN SO
m/z--> 20 40 60 80 100 120 140 160
Abundance #9594: Phenol, 2-ethyl-
107
' 9.60 9.80 10.00 10.20
5000 122 m/z 108.00 8.38%
1827 3 S 65 M ol I
A A N A A" " S " "
Abundance #9595: Phenol, 4-ethyl- R B
107 9.60 9.80 10.00 10.20
m/z 94.00 8.19%
5000
77 122
39 91
m/z--> 20 40 80 100 120 140 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1,3-Cyclopentadiene, 5,5-di... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.25 2.17 ng 204324 Naphthalene-d8 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene. 5.5-dimethv... 136 C1l0H16 1000163-57-0 86
2 Phenol. 2-propvl- 136 C9H120 000644-35-9 81
3 Cvclohexene. 1l-ethvl-6-ethvlidene- 136 C10H16 061141-57-9 59
4 Phenol. 4-propvl- 136 C9H120 000645-56-7 58
5 Phenol, 2-butyl- 150 C10H140 003180-09-4 53
Abundance Scan 1405 (11.251 min): BM019301.D (-1395) (-) m/z 107.00 100.00%
107
5000 /\\-
136
77 e
39 51 65 | 91 121 ‘ 007 11.00 11.20 11.40 11.60
O e e L e R i e S m/z 136.10 30.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15300: 1,3-Cyclopentadiene, 5,5-dimethyl-2-propyl-
107
91 .
5000 79 R SR B I B
11.00 11.20 11.40 11.60
136 m/z 108.00 26.25%
27 39 5 65 121 |
0 'IJ'"L"“I”"I"”I""P"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15800: Phenol, 2-propyl-
107
1100 11120 1140 1160
5000 m/z 77.05 21.26%
77 136
39 51 63 || a1
R L S S L UL B B W B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15244: Cyclohexene, 1-ethyl-6-ethylidene-
107 11.00 11.20 11.40 11.60
m/z 121.00 7.07%
77
5000
28 91 136
1l ﬁﬁ 53 o “ Ll vt A
0 ......‘.“. .H...“............‘................ S N U W—
m/z--> 20 40 60 80 100 120 140 160 180 200 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6
R.T. EstConc Area Relative to ISTD R.T.
17.94 8.57 ng 1374620 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 38
Abundance Scan 2542 (17.939 min): BM019301.D (-2536) (-) m/z 73.00 100.00%
73
43
5000
129
97 213 ryrrrrrrrTTyT T T T T T T T
1S 1431171185 99 | 227,296 17.60 17.80 18.00 18.20
Obrrr i m/z 60.00 69.19%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
48 73
5000 29 R AR AU AR
ﬂmﬂmmmmm
o7 129 256 m/z 43.05 56.75%
. 15 | 1431571711851 99713507
m/z--> "lelhblleo 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 5 73
17.60 17.80 18.00 18.20
5000 - 129 m/z 57.10 52.17%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid LA B L
73 17.60 17.80 18.00 18.20
m/z 55.10 51.60%
43 57
5000
129
29 115 171 214
5| T s 185,
ok 5||‘||||‘|‘||H|H|" |||||‘|‘||‘|‘|||‘|‘|||‘||l|‘||||| R R AR L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 dI-3-Indolelactic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.06 ng 330581 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 dI-3-Indolelactic acid 205 C11H11NO3 000832-97-3 64
2 3-Indolvlacetone 173 C11H11NO 001201-26-9 64
3 DL-Trvptophan. N-I'(phenvImethoxy... 338 C19H18N204 013058-16-7 64
4 D-Trvptophan 204 C11H12N202 000153-94-6 64
5 DL-Tryptophan 204 C11H12N202 000054-12-6 64
Abundance Scan 2624 (18.421 min): BM019301.D (-2619) (-) m/z 130.05 100.00%
130
5000 J ﬁ
77 103 215 18.20 18.40 18.60 18.80
41
Ol b 2R 170 194 | 245 281 nz57131.05 11.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59307: dI-3-Indolelactic acid
130
5000 N RN U UL I
1820 18.40 18,60 18.80
205 m/z 215.10 11.06%
oL 29 51 7 108 144159 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38161: 3-Indolylacetone
130
' 18.20 18.40 18.60 18.80
5000 m/z 77.05 8.71%
- 173
oL15 43 63 | 105 144
m/z--> 20 40 60 80 100 120 140 1é0 180 200 220 240 260 280
Abundance #136239: DL-Tryptophan, N-[(phenylmethoxy)carbonyl]- R B B B e e
130 18.20 18.40 18.60 18.80
m/z 103.10 6.60%
5000
79 108
oL 28 Stes | oo | | 1aa1se 184 2?0
m/z--> 20 46 eb 80 160 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1H-Indole-3-methanamine, N,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.61 2.00 ng 321243 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole-3-methanamine. N.N-dim... 174 C11H14N2 000087-52-5 64
2 Ethvl N(alpha)-acetvl-dl-trvptop... 274 C15H18N203 042717-06-6 64
3 I-Tryptophan. N-formvl- 232 C12H12N203 1000131-24-5 64
4 Glvcvl-L-trvptophan 261 C13H15N303 002390-74-1 59
5 L-Tryptophan, ethyl ester 232 C13H16N202 007479-05-2 59
Abundance Scan 2656 (18.610 min): BM019301.D (-2651) (-) m/z 130.05 100.00%
130
5000 g ﬁ
43 57 77 99103117 | 147160 180 203ZT7 238 274 18.20 18.40 18.60 18.80 19.00
0..N.m,”hhh”.m.““..,”.w.“..“...”,”..“.w.”.“.. m/z 131.00 30.41%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38622: 1H-Indole-3-methanamine, N,N-dimethyl-
130
5000 AR AR AN
174 1820 18.40 18.60 18.80 19.00
m/z 217.20 13.19%
44 77 03
ol 11,58 | 90103117 | 143157
m/z--> 4 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #102828: Ethyl N(alpha)-acetyl-dI-tryptophanate
130
18.20 18.40 18.60 18.80 19.00
5000 215 m/z 77.00 6.37%
274
43 3
ol | 63 77 102115 | 1% 159172187201 220 259
m/z--> 40 60 80 100 120 150 1éo 180 200 220 240 260 280
Abundance #77201: I Tryptophan, N- formyl [TT T T[T T T[T T [ TT T[T
130 18.20 18.40 18.60 18.80 19.00
m/z 43.10 6.01%
232
ol 5164 17 90103117 | 143157170 187 203217
m/z--> 40 60 80 1(')0 12'0 140 160 180 200 220 240 260 280 1820 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.22 3.77 ng 479271 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Eicosane 282 C20H42 000112-95-8 53

Abundance Scan 2760 (19.221 min): BM019301.D (-2756) (-) m/z 73.00 100.00%

5000

19.00 19.20 19.40 19.60

0! m/z 60.00 74.18%
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid
43 73
5000 129 LA B L L L B
9 19.00 19.20 19.40 19.60
! 185 oy 204 m/z 43.10 72.10%
A NS E=CTN S A
m/z--> 50 100 150 200 250 300
Abundance #75071: Tetradecanoic acid
73

43 e S ma s )
19.00 19.20 19.40 19.60

5000 m/z 57.10 57 .50%

129
185 228
AT
SIS 0 O L 20 == A
m/z--> 50 100 150 200 250 300
Abundance #83686: Pentadecanoic acid RS EmmEs o L
43 78 19.00 19.20 19.40 19.60
m/z 55.10 56.52%
5000 129
o7 199 242
157 l
0! 2 ﬂ“uuilltulu‘. .“ ‘. .P?(P.l.‘z.z?. —— s e RRmaS R S
m/z--> 50 100 150 200 250 300 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.95 13.89 ng 1763680 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 94
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91

Abundance Scan 3054 (20.951 min): BM019301.D (-3050) (-) m/z 83.10 100.00%

57 83

:

5000 11
139 20.60 20.80 21.00 21.20
168 207
Y ¥ W o ool 246 280 319342 401 m/z 69.10 94.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane

-

5000

20 60 20. 80 21. OO 21 20
m/z 57.10 93.64%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #89786: 9-Octadecene, (E)-
55
83 IIIIIIIIIIIIIIIIIIIIIII
20.60 20.80 21.00 21.20
5000 m/z 97.10 81.62%
29
111
N l ‘139 168 196 224 252
L T
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester B B
43 20.60 20.80 21.00 21.20
69 m/z 55.10 80.29%
97
5000
125
m/z--> 50 100 150 200 250 300 350 400 20 60 20. 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown21.76 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.76 2.48 ng 314961 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Azabicvclol9.2.21pentadeca-1(... 219 C14H21NO 1000185-25-1 15
2 (2-Nitro-4-trifluoromethvl-pheno... 279 C9H8F3N304 1000294-73-1 15
3 Phenethenvl cvanide. 3.4.5-trime... 219 C12H13NO3 112369-98-9 11
4 Ethvl 3.8-dimethvlimidazoll.5-al... 219 C11H13N302 1000147-83-3 11
5 Ethyl 2,3-dimethylimidazo[1,5-a]-... 219 C11H13N302 1000147-83-4 11
Abundance Scan 3192 (21.762 min): BM019301.D (-3188) (-) m/z 219.20 100.00%

173 219

5000

%

21.40 21.60 21.80 22.00
m/z 173.10  92.51%

370 401 431 475
01
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #68745: 12-Azabicyclo[9.2.2]pentadeca-1(14),11(15)-dien-13-on
122 219

%

5000

21,40 21.60 21.80 22.00
m/z 326.25  86.82%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105769: (2-Nitro-4-trifluoromethyl-phenoxy)-acetic acid h...
19

g

21.40 21.60 21.80 22.00

5000 m/z 119.10 67.97%
75 105 1P ‘ i Vum#qumMNAﬂﬂwWNAMwN»AWWw
T N 6 S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #68624: Phenethenyl cyanide, 3,4,5-trimethoxy-, (cis)- R AR EEEEE T
219 21.40 21.60 21.80 22.00
m/z 105.00 66.23%
5000
176
0 133
63 j \
0 ..“,”.i.l..,ﬂ.i..i.ﬂ,‘....,. N e
m/z--> 50 100 150 200 250 300 350 400 450 21. 40 21 60 21. 80 22. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.81 2.14 ng 272036 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 10-MethvlInonadecane 282 C20H42 056862-62-5 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Eicosane 282 C20H42 000112-95-8 78
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 78
Abundance Scan 3200 (21.809 min): BM019301.D (-3198) (-) m/z 57.10 100.00%
g7
85
5000
113 207 21140 21.60 21.80 22.00 22.20
141
I ||, L9 1 247 282307 337 369 402430 476 | .0 771.10  90.10%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
5000 R DU SRR BRI BN

21.I4O 21.I60 21.I80 22.I00 22!20
m/z 85.10 57.09%

141 169197 225 253 296

01
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107656: 10-Methylnonadecane
57
I R e
85 21.40 21.60 21.80 22.00 22.20
5000 m/z 43.10 48.86%
154
29
113
0 ”4L,un:.4ﬂﬂ..ﬂ....,.”.,?Q?.,....,....,”..,....
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- A B o
57 21.40 21.60 21.80 22.00 22.20
m/z 55.10 28.38%
5000 85
113
0 [0 141 183211 239 267 296
I L s e o e T e e I O B R B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Eicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.84 5.68 ng 720924 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 76
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 68
3 1-Docosene 308 C22H44 001599-67-3 60
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 55
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 55
Abundance Scan 3205 (21.839 min): BM019301.D (-3203) (-) m/z 83.10 100.00%

(o)

)]
o]
W

5000

21.60 21.80 22.00 22.20
m/z 69.10 94 .08%

272 316 345372397

Ol
mz--> 0 50 100 150 200 250 300 350 400 450

Abundance #116747: 1-Eicosano
43
83
5000 LIRS
11 21. 60 21. 80 22. 00 22 20
m/z 97.10 87.91%
RECINNE ] ,\ /9167196 252
. e e B e e e e B 0 B 0 B e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)-
57
83 .
21.60 21.80 22.00 22.20
5000 m/z 55.10 77.63%
29 111
o J 1] l 1139 167 196 224 252 280
L L e B e e 0 L0 2 e e e e o o e o e )
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene R RRREE EE s
55 21.60 21.80 22.00 22.20

o m/z 57.10 71.31%

5000

| 153181 308

I M S

m/z--> 0 50 100 150 200 250 300 350 400 450 21. 60 21. 80 22. 00 22 20

is

l st
|
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.77 2.78 ng 376198 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Nonacosane 408 C29H60 000630-03-5 86
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 80
Abundance Scan 3363 (22.768 min): BM019301.D (-3360) (-) m/z 57.10 100.00%
57
85
5000
113 22.40 22,60 22.80 23.00
141169 207
Ol b AL LRS00 239 260305332398 388 417 461490 | sy 71 10 91.11%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #55010: Tetradecane
57
5000 85 AU RS
- 22. 40 22. 60 22. 80 23.00
m/z 85.10 66.08%
L 310 200
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 4éo '
Abundance #115570: Heneicosane
57
o 22.40 22,60 22.80 23.00
5000 m/z 43.10 56.58%
29 113
oL 1. | | 141169197 225253 296 \~uwvﬂu\M-J\ﬂ\ﬂ\qu\M\~
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 4éo '
Abundance #160628: Triacontane L B o e
57 22.40 22.60 22.80 23.00
m/z 55.10 27 .15%
5000 i W
113 141
o2 || 141169 197 225 253 281 309 337 365 393 422
IIIII""I"''I''"I'"'I""I""I""I""I""I DAL AR AR A
miz--> 0 50 100 150 200 250 300 350 400 450 22. 40 22. 60 22. 80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17-Pentatriacontene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .07 3.25 ng 439894 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 83
2 1-Triacontanol 438 C30H620 000593-50-0 60
3 Isoheptadecanol 256 C17H360 057289-07-3 58
4 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 56
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 52
Abundance Scan 3584 (24.068 min): BM019301.D (-3581) (-) m/z 83.10 100.00%
57 83
5000 A~“-vw«~¢~f¥~/\\hwwwqﬂwMM4pv

281 L e EMLELELE m i e
. 1 308 355 399 431 461 489 23.80 24.00 24.20 24.40
o bl

m/z 57.10 85.20%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene

%

5000 L

23. 80 24. 00 24. 20 24 40
111 m/z 69.10 83.50%
o | (139167 106 224 267292 321 462 490
,,,, e o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #163013: 1-Triacontanol
97 IIIIIIIIIIIIIIIIIIIIIII
23.80 24.00 24.20 24.40
5000 m/z 97.10 76.47%
125
29 153
ok l} k]18¥299237265 308336 364 392420
L B N B o L e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92322: Isoheptadecanol AR EEEEE RS
57 83 23.80 24.00 24.20 24.40
m/z 55.10 64.30%
5000 111
29

139 182210 238

] e

UM S

m/z--> 0 50 100 150 200 250 300 350 400 450 23. 80 24. 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019301.D

Aca On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Lup-20(29)-en-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

27.37 9.04 ng 1224950 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-o0ne 424 C30H480 001617-70-5 81
2 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 70
3 2.6.6.9.27.6".6".9"-Octamethvl-I... 410 C30H50 1000189-48-2 53
4 9.19-Cvclolanost-23-ene-3.25-dio... 442 C30H5002 054482-57-4 45
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 41

Abundance Scan 4145 (27.368 min): BM019301.D (-4141) (-) m/z 205.20 100.00%

5

5000

-

27.00 27.20 27.40 27.60

0 m/z 95.10 89.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #160960: Lup-20(29)-en-3-one
124 205
424
5000 LA L L L L L L I
27.00 27.20 27.40 27.60
61 m/z 81.10 78.11%
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #160967: D:C-Friedoolean-8-en-3-one
205
R BE T
257 27.00 27.20 27.40 27.60
5000 m/z 109.10 75.51%
121149178 424
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158518: 2,6,6,9,2',6',6',9'-Octamethyl-[8,8bi[tricyclo]... R BE T
27.00 27.20 27.40 27.60
m/z 93.10 69.42%
5000

-

232 285 325 367
e o e N EEm e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032119\
Data File : BM019301.D

Acq On : 21 Mar 2019 21:33

Operator : JU/SJ

Sample : K2004-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .16 7.16 112.5 ng 7498620 1 7.63 1333110 20.0
Phenol, 3-ethyl- 9.87 9.6 ng 908016 2 10.41 1887090 20.0
1,3-Cyclopentadie... 11.25 2.2 ng 204324 2 10.41 1887090 20.0
n-Hexadecanoic acid 17.94 8.6 ng 1374620 4 17.04 3206730 20.0
dlI-3-Indolelactic... 18.42 2.1 ng 330581 4 17.04 3206730 20.0
1H-Indole-3-metha... 18.61 2.0 ng 321243 4 17.04 3206730 20.0
Octadecanoic acid 19.22 3.8 ng 479271 5 21.24 2539970 20.0
Cyclotetradecane 20.95 13.9 ng 1763680 5 21.24 2539970 20.0
unknown21.76 21.76 2.5 ng 314961 5 21.24 2539970 20.0
Heneicosane 21.81 2.1 ng 272036 5 21.24 2539970 20.0
1-Eicosanol 21.84 5.7 ng 720924 5 21.24 2539970 20.0
Tetradecane 22.77 2.8 ng 376198 6 23.47 2711100 20.0
17-Pentatriacontene 24 _07 3.3 ng 439894 6 23.47 2711100 20.0
Lup-20(29)-en-3-one 27.37 9.0 ng 1224950 6 23.47 2711100 20.0
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