LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BGO54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc : HR-03-06292022

ALS Vvial : 18 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_ G\Methods\8270-BG061322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54182.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.638 376 383 396 rVB 193424 345291 1.89% 0.825%
2 7.236 646 655 662 rBv 223403 420584 2.30% 1.005%
3 9.228 988 994 1000 rVB 132056 234648 1.28% 0.561%
4 10.879 1264 1275 1283 rBV2 114804 346997 1.90% 0.829%
5 11.901 1443 1449 1453 rBV 108052 191755 1.05% 0.458%
6 13.235 1671 1676 1682 rVB 163423 258522 1.41% 0.618%
7 13.317 1684 1690 1697 rVB 409158 692967 3.79% 1.655%
8 13.517 1715 1724 1732 rBV5 88656 246886 1.35% 0.590%
9 13.863 1778 1783 1796 rVB3 71854 226302 1.24% 0.541%
10 14.175 1832 1836 1840 rVB 178686 237050 1.30% 0.566%
11 14.698 1915 1925 1931 rBV 194466 432011 2.36% 1.032%
12 15.091 1987 1992 1998 rVB2 111094 186037 1.02% 0.444%
13 15.943 2133 2137 2145 rVB2 159057 266153 1.46% 0.636%
14 16.184 2170 2178 2185 rVB2 304599 524594  2.87%  1.253%
15 16.419 2211 2218 2224 rBV 261772 450080 2.46% 1.075%

16 17.242 2353 2358 2370 rVB 167904 330318 1.81%
17 17.442 2387 2392 2396 rBV 216413 351353 1.92%
18 18.105 2499 2505 2510 rVB 2498646 3315349 18.14%
19 18.335 2538 2544 2547 rBV3 128385 242841 1.33%
20 18.505 2570 2573 2589 rVB7 60547 203705 1.11%
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21 19.263 2692 2702 2705 rBV 8484126 18277256 100.00% 43.660%
22 19.292 2705 2707 2715 rVB2 6913190 8692025 47.56% 20.763%

23 19.404 2721 2726 2731 rVB 1411987 1750903 9.58% 4.182%
24 19.469 2731 2737 2739 rBV 476272 764281 4.18%  1.826%
25 19.492 2739 2741 2755 rVB 476976 745962 4.08% 1.782%
26 19.856 2800 2803 2812 rVB2 150922 274789 1.50% 0.656%
27 20.050 2832 2836 2841 rVB 792458 1083488 5.93% 2.588%
28 20.485 2907 2910 2917 rBV2 152539 238727 1.31% ©.570%
29 21.513 3081 3085 3091 rVB 136812 191510 1.05% ©.457%
30 21.719 3116 3120 3125 rVB3 195374 340683 1.86% ©.814%

Sum of corrected areas: 41863067
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc : HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG054182.D\data.ms
8000000

7000000
6000000
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1000000
5.638 7.236 9.228 10.879 11.901
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Abundance TIC: BG054182.D\data.ms
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7000000 191292
6000000
5000000
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2000000 404
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452
DH5172.849.175 14.6985.001  15.9B18K10 1732442 19.85¢ 20.485 2181419
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Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG054182.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc : HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Sulfurous acid, 2-ethylhexy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.901 11.05 ng 191755 Naphthalene-d8 10.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 78
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
3 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 72
4 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 72
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64
Abundance Scan 1449 (11.901 min): BG054182.D\data.ms (-1443) (- | m/z 57.10 100.00%
57.1
o J\b
— —
85.0 1131 11.50 12.00
133.1 : :
o‘_‘H\‘;H‘H‘,u“‘m“1“‘w"‘Uu"Hu_???"‘l“l??;l‘” m/z 71.10 74.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester
57.0
5000 = -
11.50 12.00
85.0 113.0 m/z 43.10 57.02%
200 | 155.0
0\‘\‘\\\“‘\\\1"\\‘}\“{\\\“‘\\1\‘\\\\‘\\\‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
— —
11.50 12.00
5000 m/z 41.10 33.41%
113.0
. 27.0 85.0 1320
T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22108: Octane, 3,6-dimethyl- — —
57.0 11.50 12.00
m/z 56.10  21.33%
5000
290 113.0
| L) 8° 142.0
O b e e e e e - —
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc : HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Dodecane, 2,6,10-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.235 11.97 ng 258522  Acenaphthene-di10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
5 Decane, 5-propyl- 184 C13H28 017312-62-8 64

Abundance Scan 1676 (13.235 min): BG054182.D\data.ms (-1671) (- | m/z 57.10 100.00%

57.1
5000
85.1

1
1131 159.1 13.00 13.50

izao " | 1831 m/z 71.10  76.97%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0

o

5000 Sl s
13.00 13.50
29.0 85.0 m/z 43.10 56.92%
o HEN ‘ 1130 1550 183.0 206.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
e e
13.00 13.50
5000 m/z 41.10 39.50%
85.0
29.0
o 1130 4410 1690 197.0
R R B Bl e SR T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl- — ——
57.0 13.00 13.50

m/z 85.10  31.47%

5000
29.0 ‘ 85.0
113.0
\‘ i H 1l ‘ [, 1410 183.0

O b eph by e e e T T — i
miz--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

8270-BGO61322.M Fri Jul 01 19:39:53 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\

Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Carbonic acid, prop-1-en-2-... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.517 11.43 ng 246886  Acenaphthene-di10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 72
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 72
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Tetradecane 198 C14H30 000629-59-4 70
5 Nonane 128 C9H20 000111-84-2 60

Abundance Scan 1724 (13.517 min): BG054182.D\data.ms (-1715) (- m/z 57.10 100.00%
57.1
o MV
T
P90 | 1540 1031 13.50
ol b by o m/z 43.10  77.07%
miz--> 50 100 150 200 250 300
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
5000 — :
13.50
m/z 71.10 54.61%
‘ %7.0
O T H‘\ ‘\“ " T H!‘ \“‘\ ‘”‘ \“ \‘\ T ‘1\68\.\0 T ‘ T \2\4\1--0\ L T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance
57.0
T
13.50
5000 m/z 41.10 50.20%
97.0
0 154.0 227.0
—— e T
m/iz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo- 7
57.0 13.50
m/z 55.10 33.37%
h »VJWAf\fh/waAvaMV%
99.0
NI e -2 -
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Naphthalene, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.863 10.48 ng 226302  Acenaphthene-di10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 91

Abundance Scan 1783 (13.863 min): BG054182.D\data.ms (-1778) (- | m/z 156.00 100.00%
156.0
5000
NITLE
1250 1350 1400
51.0 76.0 102 : :
0 \H‘\\\HN\W\NMHMWHHH?fpﬁw\wlﬂhh‘ o210 m/z 141,00 66.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
5000 = =
13.50 14.00
m/z 155.05 38.33%
51.0 77.0 115.0
27.0 ’
O \\\‘\\\\“\\“\\‘u\\‘H“\\\\‘\\\‘\‘\‘1‘\\“‘\\‘w‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0 Ajw
- e B
13.50 14.00
5000 ITI/Z 128.00 17.07%
115.0
77.0
27.0 51.0
o A MR T SISV M N 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl- — ——
156.0 13.50 14.00
m/z 115.05 16.97%
5000
770 115.0
210 %19 7 L
O bbbt b — :
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 1-Octadecanesulphonyl chloride Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.175 10.97 ng 237050  Acenaphthene-di10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Nonadecane 268 C19H40 000629-92-5 80
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 68

Abundance Scan 1836 (14.175 min): BG054182.D\data.ms (-1832) (- m/z 57.10 100.00%

57.1
5000

S
41.0 1400 1450
0 ‘w‘“,ﬁnw?“l‘lﬁ?w‘_m_m_Mwwwww m/z 43.10  83.92%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0

5000 T
14.00 14.50
m/z 71.10 80.89%

”l\k%3028&0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0

7
14.00 14.50

o

5000 m/z 55.10 39.70%
. 127.0 197.0 267.0 337.0 463.0 561.0 W
R R e RN RN ARARARRAEERRRS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane T —
57.0 14.00 14.50

m/z 85.10  39.69%

) V\W\/\J\\/\J\/m/k
m\ 1270197.0267.0337.0  463.0 533.0 604.0

Vi
T

Ot et e e e e e e —T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Naphthalene, 1,4,6-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.091 8.61 ng 186037  Acenaphthene-di10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 95
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 87

Abundance Scan 1992 (15.091 min): BG054182.D\data.ms (-1987) (- | m/z 155.00 100.00%
155.0
5000
57.1
85.1 128.0 15.00
o 183.1207.1 m/z 176.05  96.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
5000 A/W\N ‘ m
15.00
128.0 m/z 57.10  34.55%
63.0 ggo ‘ ‘ |
0 \H‘HH‘\\“H“‘P\\‘U‘Hl‘\‘;\"\H\‘\“\‘\\““H ‘\“\‘H‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
170.0
— T \
15.00
5000 m/z 71.10 22.80%
128.0
27.0 51.0 760 10959
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl- —— ‘
170.0 15.00
m/z 169.05 22.13%
5000
128.0
51.0 76.0
Obrerrdredeed 20200y W g Dyl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00

8270-BGO61322.M Fri Jul 01 19:39:57 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Pentadecane, 2,6,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.943 12.32 ng 266153  Acenaphthene-di10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 76
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 60
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 53
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 52

Abundance Scan 2137 (15.943 min): BG054182.D\data.ms (-2133) (- | m/z 57.10 100.00%
57.1
‘ 85.1 a——
‘ 113.1 169.1 16.00
141.0 239.2
owHu“mHW”m_Hw”m‘wmwuH“_““_“292”1”””_” m/z 71.10 48.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 1
16.00
29 0 850 m/z 43.10  46.11%
113.0
il “ |771410 183021102390
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
——
16.00
5000 m/z 41.10 26.77%
85.0
0 1130  155.0 184.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45506: Decane, 3,6-dimethyl- ——
57.0 16.00
m/z 85.10 23.14%
5000 85.0
2. 0‘ 113.0
141.0
S A T S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc : HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Decane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.419 25.62 ng 450080 Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 64
2 2,6-Dimethyldecane 170 C12H26 013150-81-7 64
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 62
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 58
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 52
Abundance Scan 2218 (16.419 min): BG054182.D\data.ms (-2211) (- m/z 57.10 100.00%
57.1
85.1
184.1 T
| 11\3 111 | | 21512441 1650
O de b L 0 L L 21502480 s 71010 72.03%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33083: Decane, 2-methyl-
57.0
5000 ‘16‘50‘
85.0 .
29.0 m/z 43.10 59.38%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
43.0
71.0 T
16.50
5000 m/z 41.10 30.09%
113.0
0 141.0170.0
T e T e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- ——
57.0 16.50
m/z 85.10 28.64%
5000
85.0
113.0 169.0
29.0
N R ST LS
m/z--> 20 40 60 80 100120140160180200220240260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc : HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Tridecane, 6-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.242 18.80 ng 330318 Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 93
2 Hexadecane, 4-methyl- 240 C17H36 025117-26-4 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Pentadecane, 3-methyl- 226 Cl6H34 002882-96-4 86

Abundance Scan 2358 (17.242 min): BG054182.D\data.ms (-2353) (- | m/z 57.10 100.00%
7.1

57.
5000

T T
183.1 17.00 17.50

91 1410
oLl b LA T ese 7110 71.58%

m/z--> 50 100 150 200 250 300
Abundance #107222: Tridecane, 6-propyl-
43.0

5000 85.0 7 7
17.00 17.50

m/z 43.10 54.54%

126.0 183.0
o280
miz--> 50 100 150 200 250 300
Abundance
43.0

— —
17.00 17.50

5000 m/z 85.10 41.51%
85.0
197.0
A N 7. T R
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane 7 7
57.0 17.00 17.50

m/z 41.10  33.95%

- V\—/\/‘/\J\}\—M
| ‘ ‘ 99.0
I

ol by | | 141.0 183.0 2250 267.0 338!
N R e — e
miz--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.105 188.72 ng 3315350  Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 89
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 81
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 72
Abundance Scan 2505 (18.105 min): BG054182.D\data.ms (-2499) (- | m/z 74.05 100.00%
74.0
5000, 431 jL
1431 2271 — ——
185.1 2701 18.00 18.50
o— ‘HMu“‘u‘”‘ﬁlﬁl‘ ‘ b bl P80t sz 87.05  78.65%
miz--> 50 100 150 200 250 300
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —t —
43.0 18.00 18.50
143.0 m/z 43.10 43.06%
‘ i 111.0 \ 185.0 227.0 2700
O\ T T ‘ \ \ \h\ \‘\ ‘\ T ‘\ \‘ \‘\ . T T T ‘\ f T T
miz--> 100 150 200 250 300
Abundance
74.0
— =
18.00 18.50
5000/ 43.0 m/z 55.10  36.91%
143.0
o 1850 2280
miz--> 50 100 150 200 250 300
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester == ==
74.0 18.00 18.50
m/z 41.10 35.09%
5000y 43.0
. ‘ M‘ m 0130 1850 2270 2700
T \ \ ‘ T T T T \ T \ \ T \‘ \‘\ ‘ T T ‘\ T t T T T ‘ T T ‘ T
m/z--> 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.335 13.82 ng 242841  Phenanthrene-di10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 2544 (18.335 min): BG054182.D\data.ms (-2538) (- | m/z 73.10 100.00%
43.1 73.1
5000 j\\AMﬂﬂﬁmfﬂk
— g
‘ 18.00 18.50
oL m/z 43.10  97.00%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
97.0 1710 2130 256.0 m/z 60.10 86.00%
0 T T \““ - \“H“\ “} \‘ ‘ ‘\ \‘ \‘\ “ \“ T ‘\ T “‘\ T T T ‘
miz--> 50 100 150 200 250 300
Abundance
73.0 /\
5 Ty
430 18.00 18.50
5000 129.0 m/z 57.10 79.26%
171.0
214.0
I
m/iz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid = T
3
43.0 73.0 18.00 18.50
m/z 55.10 76.00%
5000 129.0
ow“ I L) U L NS S ‘ : — —
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 1H-Cyclopropa[l]phenanthren... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.505 11.60 ng 203705  Phenanthrene-di10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 76
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 70
3 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 68
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 64
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 64

Abundance Scan 2573 (18.505 min): BG054182.D\data.ms (-2570) (- | m/z 192.00 100.00%

199.0
5000
18.50 |
82.1 163.0 .
50.1 115. 243.1273.1
0! >0 3 m/z 191.00 66.31%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
192.0

=

5000 T

18.50
m/z 189.00  33.28%

070 630 960 1960 1630 h

O‘\H\‘\\\\“\\H‘”\H\‘HH‘\H\“HH“V\\H\W ARARARRARRRRARRRRRRRRRRRR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
192.0
T I
18.50
5000 m/z 190.00 28.68%

94.0
p7.0 63.0 126.0 1630

»

O e e T e e e
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #67047: Naphtho[2,3-b]norbornadiene T ‘
192.0 18.50
m/z 165.00  23.94%
5000

3

96.0 16%.0 ‘
320 630 9601960 1630 |

O rrrrmprer et e e e e e e T
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc : HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.263 1040.39 ng 18277300  Phenanthrene-d1e 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 98
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 97
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 96
Abundance Scan 2702 (19.263 min): BG054182.D\data.ms (-2692) (- | m/z 67.10 100.00%
67.1
5000
09.1
—— 5
150.1 263.1 19.00 19.50
(- ‘c“‘ |118822202 [ 2981 ./, g1.05 88.30%
miz--> 50 100 150 200 250 300
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 — L
19.00 19.50
29. 09.0 m/z 55.10  66.05%
0! 1 ‘lh A ‘2‘2‘3"0‘ o ‘\’ o
miz--> 50 100 150 200 250 300
Abundance
67.0
— —
19.00 19.50
5000 m/z 95.10 63.21%
109.0 294.0
150.0
220.0
R
m/iz--> 50 100 150 200 250 300
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester — L=
67.0 19.00 19.50
m/z 41.10 53.60%
5000
29. i 294.0
150.0 .
- “‘ M“ | 118502200 | | — A
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc : HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.292 494.77 ng 8692030  Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
Abundance Scan 2707 (19.292 min): BG054182.D\data.ms (-2705) (- | m/z 55.10 100.00%
55.1
97.1
5000
264.1
— e
37.1 180.2 ‘ ‘ 19.00 19.50
oL ““ oo b 3160 /s 69.10  74.63%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 7.0 U U,
19.00 19.50
m/z 41.10 68.20%
%37.0 180.0 222.0 264.0
ol b R ——— T
miz--> 50 100 150 200 250 300
Abundance
55.0
— e
19.00 19.50
5000 m/z 74.10 63.22%
97.0
264.0
222.0
0 138.0 180.0 298.0
e ma
m/iz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester — P
55.0 19.00 19.50
m/z 83.10 61.67%
5000
7.0
264.0
38.0 180.0 222.0 ‘
0! H‘”M ‘\“‘u‘ ‘H\‘M “m iy }‘ e VL‘ — ‘L‘ ‘2‘9\8"9‘ — — r =
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc : HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.404 99.67 ng 1750900 Phenanthrene-d10 17.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 89
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 81
Abundance Scan 2726 (19.404 min): BG054182.D\data.ms (-2721) (- | m/z 74.05 100.00%
74.0
5000 M
143.0 2551
H ‘ 19‘9'1 208.1 19,50
o AL L L T 849y 710 78.87%
m/z--> 50 100 150 200 250 300 350
Abundance #197273: Methyl stearate
74.0
5000
19 50
143.0 m/z 43.10 46.33%
# ‘ 199.0 255.0 208.0 /
0\\“\ ‘\“‘\‘\“\‘“‘\H \M\‘\\“\\\‘\‘\\\\“\h\\\“’\\\\‘\
miz--> 100 150 200 250 300 350
Abundance
74.0
=
19.50
5000 m/z 55.10 35.75%
143.0 255.0
199.0 298.0
o T N M S
m/z--> 50 100 150 200 250 300 350
Abundance #143573: Pentadecanoic acid, methyl ester =
74.0 19.50
m/z 41.10 31.42%
5000
143.0
29, e 0
owm‘w‘ T M
m/z--> 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Nonadecanoic acid, methyl e... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.485 14.01 ng 238727  Chrysene-di12 21.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 95
2 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 94
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
4 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 93
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 90
Abundance Scan 2910 (20.485 min): BG054182.D\data.ms (-2907) (- | m/z 74.10 100.00%
74.1
5000 JAA
143.1 283.1
232.0 ‘ 326.1 20.50
oL | \‘d ‘u\ ‘\ b “‘\ ol %.“M bt 1 ‘3‘7‘0‘0‘ - 87.05 74.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #214951: Nonadecanoic acid, methyl ester
74.0
5000 ~
2050
143.0 m/z 43.10 48.48%
“ ‘ 199.0 269.0312.0
O \\‘\\““\H‘\‘M\““\‘\‘\\‘\\\‘\“\‘\\\‘\‘\\‘\‘\\\\‘\\\\’\
m/z--> 100 150 200 250 300 350 400
Abundance
74.0
——
20.50
5000 m/z 55.10 39.25%
284.0
29.0 1430 e 2410
U
m/z--> 50 100 150 200 250 300 350 400
Abundance #179145: Heptadecanoic acid, methyl ester ——
74.0 20.50
m/z 41.10 31.59%
5000
B L 2 s
oHw‘kMMHM‘Ww_m“uH“_m_m,‘ e
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\

Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc HR-03-06292022

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Docosanoic acid, methyl ester  Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.513 11.24 ng 191510  Chrysene-di12 21.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 90
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
3 Methyl stearate 298 C19H3802 000112-61-8 74
4 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 72
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 68

Abundance Scan 3085 (21.513 min): BG054182.D\data.ms (-3081) (- | m/z 74.10 100.00%
74.1
5000
143.0 311.1
L T
‘ ‘ ‘ ‘ 199.1 255.1 354.1 2150
— J“”m““ b et Ll L8900 87 00 75.34%
miz--> 50 100 150 200 250 300 350 400
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000 = ‘
21.50
m/z 43.10 49.94%
29. 143.0 354.0 /
‘ “‘ ‘ 199.0 2550 311.0
O \‘\“\‘\““H\w\”H\““‘\‘\‘\\‘\\\\“\\\\‘\\\\’\‘\\\“\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
74.0
LN \
21.50
5000 ITI/Z 55.10 33.63%
143.0
29.0 199.0 269.0312.0
oy e
m/z--> 50 100 150 200 250 300 350 400
Abundance #197275: Methyl stearate T ‘
74.0 21.50
m/z 57.10  28.28%
5000
143.0
‘ h | ‘ 199.0 255.0298.0
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063022\
Data File : BG@54182.D

Acqg On : 30 Jun 2022 23:24

Operator : CG/JU

Sample : N3550-03

Misc : HR-03-06292022

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfurous acid,... 11.901 11.1 ng 191755 2 10.879 346997 20.0
Dodecane, 2,6,1... 13.235 12.0 ng 258522 3 14.698 432011 20.0
Carbonic acid, ... 13.517 11.4 ng 246886 3 14.698 432011 20.0
Naphthalene, 2,... 13.863 10.5 ng 226302 3 14.698 432011 20.0
1-Octadecanesul... 14.175 11.0 ng 237050 3 14.698 432011 20.0
Naphthalene, 1,... 15.091 8.6 ng 186037 3 14.698 432011 20.0
Pentadecane, 2,... 15.943 12.3 ng 266153 3 14.698 432011 20.0
Decane, 2-methyl-  16.419 25.6 ng 450080 4 17.442 351353 20.0
Tridecane, 6-pr... 17.242 18.8 ng 330318 4 17.442 351353 20.0
Hexadecanoic ac... 18.105 188.7 ng 3315350 4 17.442 351353 20.0
n-Hexadecanoic ... 18.335 13.8 ng 242841 4 17.442 351353 20.0
1H-Cyclopropa[l... 18.505 11.6 ng 203705 4 17.442 351353 20.0
9,12-Octadecadi... 19.263 1040.4 ng 18277300 4 17.442 351353 20.0
9-Octadecenoic ... 19.292 494.8 ng 8692030 4 17.442 351353 20.0
Methyl stearate 19.404 99.7 ng 1750900 4 17.442 351353 20.0
Nonadecanoic ac... 20.485 14.0 ng 238727 5 21.719 340683 20.0
Docosanoic acid... 21.513 11.2 ng 191510 5 21.719 340683 20.0
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