LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35300.D

Acqg On : 27 May 2022 21:53

Operator : CG/JU

Sample : N2930-01 :
Misc : P002-SS003-0006-01

ALS Vvial : 19 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-BM@52722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35300.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.605 84 88 100 rVB 74189 113498 2.11% 0.377%
2 5.457 396 403 420 rBV 1848308 2676588 49.84% 8.894%
3 7.051 666 674 691 rBV 1713765 2768562 51.55% 9.200%
4 7.875 807 814 822 rBV 474209 735482 13.69%  2.444%
5 9.034 1004 1011 1022 rBV 1075193 1800025 33.52% 5.981%
6 10.675 1282 1290 1299 rBV 579867 974413 18.14% 3.238%
7 13.139 1702 1709 1720 rBV 2755126 4071294 75.81% 13.529%
8 13.722 1803 1808 1815 rVB 72673 100871 1.88% 0.335%
9 14.510 1936 1942 1949 rBV 855805 1260446 23.47% 4.188%
10 15.998 2188 2195 2202 rBV 2148869 3004724 55.95% 9.985%
11 17.257 2400 2409 2421 rVB 1011417 1460313 27.19% 4.853%
12 17.651 2467 2476 2486 rBV2 51401 109474 2.04% 0.364%
13 17.933 2520 2524 2527 rBV 199577 262124 4.88% 0.871%
14 18.157 2557 2562 2572 rBV 296537 454516  8.46% 1.510%
15 18.457 2608 2613 2618 rBv4 31759 56685 1.06% ©0.188%
16 19.021 2705 2709 2716 rBV 55518 88615 1.65% 0.294%
17 19.1e4 2719 2723 2727 rVB 130319 154602 2.88% 0.514%
18 19.239 2742 2746 2750 rBV 124389 137488 2.56% 0.457%
19 19.339 2756 2763 2769 rVB 96116 135517 2.52% 0.450%
20 19.433 2775 2779 2788 rBV2 163492 253332 4.72% 0.842%

21 19.880 2849 2855 2863 rBV 4287487 5370553 100.00% 17.846%

22 21.156 3065 3072 3078 rBV2 278984 599849 11.17%  1.993%
23 21.433 3114 3119 3128 rBV 1340817 1717135 31.97% 5.706%
24 23.797 3515 3521 3532 rVB2 892220 1787586 33.28% 5.940%

Sum of corrected areas: 30093692
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 May 2022 21:53
: CG/IU
: N2930-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
BM@35300.D

P002-SS003-0006-01

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35300.D

Acqg On : 27 May 2022 21:53

Operator : CG/JU

Sample : N2930-01 :
Misc : P002-SS003-0006-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Propylene Glycol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.605 3.09 ng 113498 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
5 Hydrazine, (2-methoxyethyl)- 90 C3H106N20 003044-15-3 9
Abundance  Scan 88 (3.605 min): BM035300.D\data.ms (-84) (-) m/z 44.95 100.00%
45.0
5000 Jk
Ramma e AR R
3.20 3.40 3.60 3.80 4.00
Ol P80 14802070 sz 43,00 20.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 | B AL B R
3.20 3.40 3.60 3.80 4.00
m/z 61.00 6.92%
O\\\]-\9“'9\”\\““1‘\\\“‘\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1091: R-(-)-1,2-propanediol
45.0
L
3.20 3.40 3.60 3.80 4.00
5000 m/z 43.95 6.38%
19.0
YN - —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #342: Isopropyl Alcohol R AAREEAREE
45.0 3.20 3.40 3.60 3.80 4.00
m/z 42.00 3.66%
5000
19.(1‘ ‘
Y N —
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\

Data File : BM@35300.D

Acqg On : 27 May 2022 21:53

Operator : CG/JU

Sample : N2930-01 :
Misc P002-SS003-0006-01
ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
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 Hexadecanoic acid, methyl e...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.933 3.59 ng 262124  Phenanthrene-di10 17.257
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 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 86

Abundance Scan 2524 (17.933 min): BM035300.D\data.ms (-2520) (- | m/z 74.00 100.00%
74.0
5000 43.0
143.1 N
M H ‘1010 185.1 270.1 18.00
O vt bbb oo ooy bbb e b m/z 87,10 74.98%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 1 ‘/MA
43.0 18.00
143.0 m/z 43.05  38.96%
0 ‘u \“ ‘\‘ \\\1(\)\10 | 17\10\199022\70 270.
\‘HH‘\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘H‘\\‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
e
18.00
5000 43.0 m/z 41.05 30.96%
o Lm0 M50 5o 270 amc
\‘HH‘\H\‘HH‘\H\“HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109337: Tridecanoic acid, methyl ester —
74.0 18.00
m/z 55.10 30.25%
5000{ 43.0
oo PO 1850 g0
e e e e e e e e e —
m/z--> 20 40 60 80 100120140160 180200220240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35300.D

Acqg On : 27 May 2022 21:53

Operator : CG/JU

Sample : N2930-01 :
Misc P002-SS003-0006-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.157 6.22 ng 454516  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2562 (18.157 min): BM035300.D\data.ms (-2557) (- | m/z 73.00 100.00%

73.0
5000 129.0
213.2

e
‘ 17H 256.1 18.00 18.50
032 g d L b L 385 s 43,05 95.88%

m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 RN
18.00 18.50
m/z 60.00 89.53%

171.0 213.0 256.0
O' ‘\ “h““ f“““\h} \‘ ‘ “\ \‘ \‘\ “ \“ T ‘\ T ’L\ T T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0

=
18.00 18.50

5000 m/z 41.00 74 .35%
29.
129.0
‘ 171.0 214.0

oL, ‘ I JM\‘H\\MW I L " i ‘ ‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid — —

73.0 18.00 18.50

m/z 55.05 71.88%

5000 129.0
185.0
29. 228.0
ﬂh“‘\ ‘\‘\\L‘ Ll “ ‘ | \‘ L | ‘

0! : e — —
miz--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35300.D

Acqg On : 27 May 2022 21:53

Operator : CG/JU

Sample : N2930-01 :
Misc : P002-SS003-0006-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 11-Octadecenoic acid, methy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.104 2.12 ng 154602  Phenanthrene-die 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 95
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 95
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 94
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 93
Abundance Scan 2723 (19.104 min): BM035300.D\data.ms (-2719) (- | m/z 55.10 100.00%
5':
P e
37.0 180.1 222.2 Zﬁfl 19.00 19.50
0! ook b L84 4160 82.54%
miz--> 50 100 150 200 250 300
Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0
5000 97.0 —r ——
19.00 19.50
m/z 69.05 65.27%
37.0 180.0 222.0 ZGTO
OLS ““‘\“\1\‘\}“‘\‘\ \‘\\\“\\\\
miz--> 50 100 150 200 250 300
Abundance #194450: 9-Octadecenoic acid, methyl ester, (E)-
55.0
e e
19.00 19.50
97.0 o
5000 m/z 74.00 52.74%
264.0
37.0 180.0 222.0 ‘
ot oy ‘ g w‘uu | 1 R
m/iz--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester —r Lo
55.0 19.00 19.50
m/z 83.05 50.19%
5000
97.0
‘ H | 138.0 180.0 222.0 264.0
OHw\‘ \“ m\m‘w‘\ww iy 1“”\”““”“”” ‘ : : :
m/z--> 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35300.D

Acqg On : 27 May 2022 21:53

Operator : CG/JU

Sample : N2930-01 :
Misc : P002-SS003-0006-01

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 5 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.433 2.95 ng 253332  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2779 (19.433 min): BM035300.D\data.ms (-2775) (- | m/z 43.05 100.00%
5000 129.0 J\MJJ\\/\/»
185.1 2412 e
el
ob e L L b [ 3691 475 o e 93 88y
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ——
19.50
} 1850 2840 m/z 60.00 78.03%
0\\“\“‘ J“\"““ \l’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126203: Pentadecanoic acid
73.0
—
19.50
5000 129.0 m/z 57.05 73.77%
242.0
LT
NN LD
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e 7
43.0 19.50
m/z 41.10 67.89%
5000 284.0
1290
‘ } 185.0
ol MH‘I\‘, T SR R Y N o
m/z--> 0 50 100 150 200 250 300 350 400 450 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35300.D

Acqg On : 27 May 2022 21:53

Operator : CG/JU

Sample : N2930-01

Misc

ALS vial : 19

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

P002-SS003-0006-01

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 5-Eicosene, (E)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.156 6.99 ng 599849  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 3072 (21.156 min): BM035300.D\data.ms (-3065) (- | m/z 57.05 100.00%
57.0
— —
‘ #‘51 207.0 4551 21.00 21.50
ol Abhllidy, o) 2820 3551 4290 5031 /. 4305  94.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — e
21.00 21.50
’ m/z 55.05 79.13%
O‘\\J‘\l\’“\\\‘\\Jl\l\‘\\]-\9\6‘\(\)\\‘2\?\0\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
—r —
21.00 21.50
5000 m/z 83.18  70.64%
‘ 125.0
ob LML 1‘u1%0266°
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecy! heptafluorobutyrate e ——
57.0 21.00 21.50
m/z 97.05 69.16%
5000
‘}F‘ 238.0
okt (o i e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\

Data File : BM@35300.D

Acqg On : 27 May 2022 21:53
Operator : CG/JU

Sample : N2930-01

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|
Resp Conc|

RT

.875
.257
.257
.257
.433

735482
1460310
1460310
1460310
1717140

20.
20.
20.
20.
20.

P002-SS003-0006-01

TIC Top Hit name RT EstConc Units Response |#
Propylene Glycol 3.605 3.1 ng 113498 1
Hexadecanoic ac... 17.933 3.6 ng 262124 4
n-Hexadecanoic ... 18.157 6.2 ng 454516 4
11-Octadecenoic... 19.104 2.1 ng 154602 4
Octadecanoic acid 19.433 3.0 ng 253332 5
5-Eicosene, (E)- 21.156 7.9 ng 599849 5
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