LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29081.D

Acqg On : 10 Mar 2021 22:02
Operator : CG/JU

Sample : M1607-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29081.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.234 377 382 403 rBB 141305 222326 28.72% 5.341%
2 6.863 653 659 671 rBvV 146640 235416 30.41% 5.656%
3 6.969 671 677 684 rVB 8253 12683 1.64% 0.305%
4 7.663 790 795 802 rBB 40199 57818 7.47% 1.389%
5 8.839 989 995 1004 rBV 84056 133388 17.23%  3.204%
6 10.457 1264 1270 1279 rVB 49713 80031 10.34% 1.923%
7 12.945 1687 1693 1703 rBV 228760 317505 41.01% 7.628%
8 14.333 1924 1929 1935 rVB2 71705 101416 13.10% 2.436%
9 15.833 2179 2184 2192 rBV 137586 193011 24.93% 4.637%
10 16.045 2215 2220 2228 rBv4 3893 8415 1.09% 0.202%
11 17.080 2389 2396 2401 rBV 87218 116703 15.07% 2.804%
12 17.745 2504 2509 2514 rBV 159720 185881 24.01% 4.466%
13 17.974 2545 2548 2553 rBV2 12499 19949 2.58% 0.479%
14 18.715 2670 2674 2679 rVB 13790 18358 2.37% 0.441%
15 18.892 2699 2704 2707 rBV 648235 774246 100.00% 18.600%

16 18.927 2707 2710 2721 rVB2 535769 689700 89.08% 16.569%
17 19.e56 2728 2732 2737 rVB 111281 120922 15.62%  2.905%

18 19.262 2764 2767 2772 rBV5 9849 15893 2.05% ©.382%
19 19.709 2837 2843 2848 rBV 384478 488483 63.09% 11.735%
20 20.974 3055 3058 3065 rVB 50805 76663 9.90% 1.842%

21 21.256 3102 3106 3114 rVB 114093 150990 19.50% 3.627%
22 23.409 3468 3472 3479 rVB2 79518 142737 18.44%  3.429%

Sum of corrected areas: 4162534
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29081.D

Acqg On : 10 Mar 2021 22:02
Operator : CG/JU

Sample : M1607-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM029081.D\data.ms
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Abundance TIC: BM029081.D\data.ms
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Abundance TIC: BM029081.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29081.D

Acqg On : 10 Mar 2021 22:02

Operator : CG/JU

Sample : M1607-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Benzen-d5-amine Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.969 4.39 ng 12683 1,4-Dichlorobenzene-d4 7.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzen-d5-amine 98 C6H2D5N 004165-61-1 50
2 Methylenecyclopropanecarboxylic ... 98 C5H602 062266-36-8 42
3 [1,3,4]Thiadiazol, 2-amino-5-(2-... 212 C9H16N4S 1000303-12-6 36
4 1,2-Cyclopentanedione 98 C5H602 003008-40-0 36
5 Piperidine, 1,1'-methylenebis- 182 C11H22N2 000880-09-1 36
Abundance Scan 677 (6.969 min): BM029081.D\data.ms (-671) (-) m/z 98.10 100.00%
98.1
5000
71.0
421 R a s R RmamanEE
‘ 6.60 6.80 7.00 7.20
bl ol m/z 71.00  27.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3291: Benzen-d5-amine
98.0
5000 L L R I B A BN R B
a0 10 6.60 6.80 7.00 7.20
m/z 42.10 20.26%
0 \:!'E\;,'Q‘U‘\\“U‘M‘UH“‘}‘ }\i\\\l“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3117: Methylenecyclopropanecarboxylic acid
98.0
T
6.60 6.80 7.00 7.20
5000 530 m/z 70.00 17.11%
0 ,J*J‘,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71656: [1,3,4]Thiadiazol, 2-amino-5-(2-piperidin-1-ylethy T
98.0 6.60 6.80 7.00 7.20
m/z 97.00 10.26%
5000
42.0
o me |50 | 1280 1600 2120
R W L T e A REEAN L e R RmaE S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29081.D

Acqg On : 10 Mar 2021 22:02
Operator : CG/JU

Sample : M1607-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.745 31.86 ng 185881  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 2509 (17.745 min): BM029081.D\data.ms (-2504) (- m/z 74.10 100.00%
74.1

5000 43.0
143.1 T ‘ T T ‘ T
“ ‘ ‘1010 185.1 22‘72 2701 17.50 18.00
Ol bl b bl b e e ey m/z 87.08 0 75.67%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 17.50 18.00
143.0 m/z 43.85 51.24%
‘u \“ ‘\‘ \\\1(\)\10 | 17\10\199022\70 270.0
O‘HH‘\H\‘\\‘\\‘\‘\H“HH‘\H\‘\H\‘H\\‘HH‘\\H‘\H\‘\H\‘H‘\\‘

m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester

%

74.0
17.50 18.00
m/z 41.05 42.26%
5000 43.0 270.0
‘ “‘1010 ‘ 185.0 ‘
P NNTERT P P OO o U PO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester T T
74.0 17.50 18.00
m/z 55.05 38.10%
5000 43.0
1430
| || 1010 185.0 2280
o‘“HUH‘W‘wmﬂu‘ﬁu‘H‘m‘w‘H“H‘WJHJ‘H‘W‘H“H‘W‘H“ = —
m/z--> 20 40 60 80 100120140160 180200220240 260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29081.D

Acqg On : 10 Mar 2021 22:02
Operator : CG/JU

Sample : M1607-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-

BM@22321.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.974 3.42 ng 19949  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 59
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
4 Nonanoic acid 158 C9H1802 000112-05-0 27

5 .alpha.-D-Glucopyranoside, O-.al... 504 C18H32016

Abundance Scan 2548 (17 974 min): BM029081.D\data.ms (-2545) (-

000597-12-6 27

m/z 43.00 100.00%

73.0
5000 129.0
157.0 213.0 | |
185.0
I MH\HH\H ]
0t JMWH‘ e m/z 41.00  94.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61121: Dodecanoic acid
73.0
43.0
5000 i8b6
129.0 :
1570 2000 m/z 60.00 93.70%
‘ 101.0 ‘
O\]\-\8‘\0‘\\\“\‘\\H\“\w\\‘HHL\}H“‘\\H‘\’\\‘\\‘W\\\\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39473: n-Decanoic acid
60.0 ﬂ
AL
18.00
5000 129.0 m/z 55.60  89.59%
290 870
L 1720
O“W‘iuimﬂh ”‘qwuﬂﬂHWW‘ﬂu‘h“_“W‘H“H“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12836: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- e
43.0 18.00
m/z 73.00 88.73%
129.0
5000
‘ ‘ 87.0
N S N AS—— g [ 1]
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29081.D

Acqg On : 10 Mar 2021 22:02
Operator : CG/JU

Sample : M1607-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl8.715 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.715 3.15 ng 18358  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-bromo- 192 C8H17Br 000557-35-7 43
2 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 37
3 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 27
4 Heptane, 4-(bromomethyl)- 192 C8H17Br 101654-29-9 25
5 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 25
Abundance Scan 2674 (18.715 min): BM029081.D\data.ms (-2670) (-  m/z 57.10 100.00%
57.1
5000 113.1 W/\Jh
1] ‘ 1530 193.0 1850 19.00
ol b e b m/z 113.10 45.31%
miz-> 50 100 150 200 250 300
Abundance #54934: Octane, 2-bromo-
57.0
s000 s o
113.0
m/z 36.47%
18.
0 \“\ T H“‘ H‘ e “\”\ \1\4’9\0\]\-9\20\ L B B B B B B
miz-> 50 100 150 200 250 300
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
18 50 19 00
5000 113.0 m/z 28.44%
0715' u‘lh‘u‘m‘m‘,HH_H“HH_‘
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate
57.0 18 50 19 00
m/z 17.07%
5000
97.0
1
0150 “\ L 1310 890 70 3114
A e e — e e
m/z--> 50 100 150 200 250 300 18 50 19 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29081.D

Acqg On : 10 Mar 2021 22:02
Operator : CG/JU

Sample : M1607-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 8,11-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.892 132.69 ng 774246  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
5 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 99

Abundance Scan 2704 (18.892 min): BM029081.D\data.ms (-2699) (- m/z 67.05 100.00%

67.0
5000
09.1
— =
18.50 19.00
oL— “‘ Hl“ ‘\Hhh H‘L \Hh H\ L 1‘87‘(‘)2‘2‘0‘2‘ ‘26‘3‘1‘29“4‘1 m/z 81.05 84.18%
miz--> 50 100 150 200 250
Abundance  #139707: 8,11-Octadecadienoic acid, methyl ester
67.0
5000 — SIS
09.0 18.50 19.00
29.0 294C m/z 55.05 81.03%
150.0
‘ 220.0 63.0
o iy 1ge0 2200 “17 |
miz--> 50 100 150 200 250
Abundance #139726: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
= —
18.50 19.00
5000 ITI/Z 41.05 74.92%
290 o 294.C
263.0294-
olL, \“ (T HHM ik, HHM 1L ‘;M “\‘1‘810 2200 [ |
Miz--> 50 100 150 200 250
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- = —
67.0 18.50 19.00
m/z 95.05 56.68%
5000
09.0 souc
okl L Ly gm0 o0 [0l
miz--> 50 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29081.D

Acqg On : 10 Mar 2021 22:02
Operator : CG/JU

Sample : M1607-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 8-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.927 118.20 ng 689700  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
4 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 97
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 96

Abundance Scan 2710 (18.927 min): BM029081.D\data.ms (-2707) (- m/z 55.10 100.00%

55.1
5000
97.1
—
371 1802 2222 26% 19.00
- TR TR O ‘”‘ 261 sz 4110 76.08%
miz--> 50 100 150 200 250 300
Abundance #141273: 8-Octadecenoic acid, methyl ester
53.0
5000 87-0 T ‘ T
264.0 19.00
m/z 69.10 54.02%
23.0 180.0 222.0
L) | | %<
ok I ;n““ u“‘\ HH\\H HHH\ H\ el \J\ e - ek
miz--> 50 100 150 200 250 300
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
—
19.00
5000 87.0 m/z 43.18  53.63%
230
‘ ‘ ‘ 800 2220 2640,
02‘5“0“ I m ‘u‘ \\MH\H u\”\h \H\ ol “ - - ‘ ‘H‘ : “"
miz--> 50 150 200 250 300
Abundance #141290.ll%)madecenou:add,nuﬁhyleﬁer —
55.0 19.00
m/z 74.00 46.19%
5000 Jk
0 ““ “ —rty
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29081.D

Acqg On : 10 Mar 2021 22:02
Operator : CG/JU

Sample : M1607-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.056 20.72 ng 120922  Phenanthrene-die 17.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 95
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
5 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 80

Abundance Scan 2732 (19.056 min): BM029081.D\data.ms (-2728) (- m/z 74.00 100.00%

74.0
43.0
5000
1431 U \
L auo |81 o o
0 w““ L VR m/z 87.080  78.73%
miz--> 100 150 200 250 300
Abundance #143131: Methyl stearate
74.0
5000 298.( 5.9‘06 |
143.0 255.0 ' ' 8
43.0 199.0 m/z 43.05 54.87%
Ob—— \‘ ‘M‘\ “ ‘H‘ H \‘\O‘r T “\ ] \‘\ ‘f \‘\‘\ . “\“‘r T “
miz--> 100 150 200 250 300
Abundance #143189. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
RN T
19.00
5000 ITI/Z 55.05 40.00%
28.0
143.0 255.0 298.(
L gge L 20 L
miz-> 100 150 200 250 300
Abundance #107593: Pentadecanoic acid, methyl ester — ‘
74.0 19.00
m/z 41.05 39.28%
5000
43.0
‘ 143.0
213.0 256.0
bt HM e “ 1820, | TUT s
mlz--> 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29081.D

Acqg On : 10 Mar 2021 22:02
Operator : CG/JU

Sample : M1607-01

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown19.262 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.262 2.11 ng 15893 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 10
2 3,4-Dihydroxy-1-p-tolyl-pyrrolid... 221 C11H11NO4 1000317-72-5 10
3 Tridecanoic acid 214 C13H2602 000638-53-9 10
4 4-Bromobutanoic acid, butyl ester 222 C8H15Br02 003540-75-8 9

5 Methyl isopropylidene-.beta.-d-a... 204 C9H1605 1000129-88-1 9

Abundance Scan 2767 (19.262 min): BM029081.D\data.ms (-2764) (- m/z 57.00 100.00%
57.0

980 430 T 241.2
P e
WL b
Ay m— Ll LAl I L 2810, 43,65 98.14%
miz--> 50 100 150 200 250
Abundance #61122: Dodecanoic acid
73.0
5000 — —
43.0 129.0 19.00 19.50
m/z 55.10 88.33%
L L e
ol Ml Ly [T 000
miz--> 50 100 150 200 250
Abundance  #78000: 3,4-Dihydroxy-1-p-tolyl-pyrrolidine-2,5-dione
60.0
T “
133.0 19.00 19.50
5000 221.0 m/z 41.10 88.20%
91.0 165.0
o . . “‘\ ih m‘ ' h\‘ “‘u ‘“H“ L1 ‘H‘ ‘\ ‘\“‘ “\‘ . ‘\ —
miz--> 50 100 150 200 250
Abundance #72648: Tridecanoic acid —T —
73.0 19.00 19.50
m/z 73.00 77.06%
43.0
5000
129.0
1710 2140
01‘41‘0‘\‘ Ud‘u‘n‘ ‘m“” A ‘m‘ “\ ‘\‘ ‘ “\‘ — — —
miz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM@29081.D

Acqg On : 10 Mar 2021 22:02

Operator : CG/JU

Sample : M1607-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 E-15-Heptadecenal Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.974 10.15 ng 76663 Chrysene-d12 21.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
2 1-Octadecene 252 C18H36 000112-88-9 93
3 Cyclohexadecane 224 C16H32 000295-65-8 91
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90
5 Cycloeicosane 280 C20H40 000296-56-0 90

Abundance Scan 3058 (20.974 min): BM029081.D\data.ms (-3055) (-

m/z 43.10 100.00%

43.1
5000
—
L \‘ \H f) h \ 179.0 22850 2840  gss. o
0l h\HMm\\mM D L S R A e m/z 55.10 99.00%
miz--> 50 100 150 200 250 300 350
Abundance #104157: E-15-Heptadecenal
43.0
83.0
5000 T T
21.00
% m/z 57.10  76.43%
.0
o LU w0 gm0
m/z--> 50 100 150 200 250 300 350
Abundance #104183: 1-Octadecene
43.0
83.0 T
21.00
5000 ITI/Z 83.10 73.08%
252.0
o LU 50 a0 mo0 220
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane T
55.0 21.00
m/z 41.10 66.30%
97.0
5000
3 2240
mlz--> 100 150 200 250 300 350 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31021\
Data File : BM029081.D

Acqg On : 10 Mar 2021 22:02
Operator : CG/JU

Sample : M1607-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.M
Quant Title : 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|
Benzen-d5-amine 6.969 4.4 ng 12683 1 7.663 57818 20.0
Hexadecanoic ac... 17.745 31.9 ng 185881 4 17.080 116703 20.0
Dodecanoic acid 17.974 3.4 ng 19949 4 17.080 116703 20.0
unknown18.715 18.715 3.1 ng 18358 4 17.080 116703 20.0
8,11-Octadecadi... 18.892 132.7 ng 774246 4 17.080 116703 20.0
8-Octadecenoic ... 18.927 118.2 ng 689700 4 17.080 116703 20.0
Methyl stearate 19.056 20.7 ng 120922 4 17.080 116703 20.0
unknown19.262 19.262 2.1 ng 15893 5 21.256 150990 20.0
E-15-Heptadecenal 20.974 10.2 ng 76663 5 21.256 150990 20.0
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