LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138160.D

Acqg On : 07 Jun 2024 15:05
Operator : CG\JU

Sample : P2704-01

Misc :

ALS Vvial : 13  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_ F\Methods\8270-BF060524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138160.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.228 16 24 29 rBV 4804474 6068603 63.62% 9.224%
2 3.434 225 229 252 rBV 133616 288451 3.02% 0.438%
3 5.528 579 585 588 rBV 7489504 7360813 77.16% 11.188%
4 6.528 749 755 758 rBV 6697604 7662674 80.33% 11.647%
5 6.904 816 819 822 rBV 2729673 2007506 21.04% 3.051%

6 7.469 909 915 918 rBV 5212444 4901304 51.38%
7 7.716 954 957 960 rBV = 266021 192806 2.02%
8 8.086 1016 1020 1028 rBV 118968 136407 1.43%
9 8.186 1033 1037 1040 rBV 3435186 2686797 28.17%

8.492 1086 1089 1098 rBV 321144 305745 3.21%

o hOoOONV
N
[
~N
R

11 9.263 1215 1220 1223 rBV 10942219 9539486 100.00% 14.499%
12 9.939 1331 1335 1338 rBV 4062747 3154234 33.07% .794%
13 10.033 1345 1351 1360 rBV2 171407 236226  2.48% 0.359%
14 10.727 1464 1469 1472 rBV 6714606 5754159 60.32% 8.746%
15 11.422 1584 1587 1591 rBV 3237834 2939780 30.82% 4.468%

IN

16 11.951 1673 1677 1682 rBV 555127 523811 5.49% 0.796%
17 12.733 1807 1810 1815 rBV 147738 160671 1.68% 0.244%
18 13.010 1853 1857 1861 rBV 7733172 7440813 78.00% 11.309%
19 13.492 1934 1939 1949 rBV 1014911 1056887 11.08% 1.606%
20 13.927 2008 2013 2024 rBV3 159562 400168 4.19% 0.608%

21 14.063 2032 2036 2045 rBV 1701765 1504710 15.77%  2.287%
22 15.545 2282 2288 2294 rBV 984020 1305286 13.68% 1.984%
23 17.021 2533 2539 2553 rVB3 53464 166436 1.74% 0.253%

Sum of corrected areas: 65793773
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138160.D

Acqg On : @07 Jun 2024 15:05
Operator : CG\JU

Sample : P2704-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138160.D\data.ms

le+07

8000000 5.528
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4000000
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Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF138160.D\data.ms
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8000000 13.010
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Abundance TIC: BF138160.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138160.D

Acqg On : @07 Jun 2024 15:05
Operator : CG\JU

Sample : P2704-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.228 60.46 ng 6068600 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
Abundance  Scan 24 (2.228 min): BF138160.D\data.ms (-16) (-) m/z 73.10 100.00%
73.1
5000 43.0 A
—
‘ 220 240 2.60
ol b 010 2070 ., 4365 37.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L L
43.0 220 240 2.60
‘ ‘ m/z 87.10  26.41%
O‘\u‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
—
220 240 2.60
5000 41.0 m/z 55.05 26.04%
0 H ‘ 970 1290
AR e e
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #2307:qu{Noxmane,Z—methyL —
73.0 220 240 2.60
m/z 41.10 12.40%
5000 43.0 J\
0 ‘u“““_m‘_uw‘uwHH_m_m,mwm_m A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138160.D

Acqg On : @07 Jun 2024 15:05
Operator : CG\JU

Sample : P2704-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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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Peak Number 2 Propylene Glycol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.434 2.87 ng 288451 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 2-Pentanol 88 C5H120 006032-29-7 9
Abundance Scan 229 (3.434 min): BF138160.D\data.ms (-225) (-) m/z 45.10 100.00%
45.1
5000 /t
A RAEEEEE R ey
61.0 3.20 3.40 3.60 3.80
O ol 93077 780 879 mjz 43,05  17.31%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
45.0
5000 L B I L LA BN L
3.20 3.40 3.60 3.80
m/z 44.05 5.70%
29.0
o 190 U370, 53050 760
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol
45.0
A AR ERRRE T
3.20 3.40 3.60 3.80
5000 m/z 61.00 5.03%
29.0
19.0
0 A ‘H“\ 37.0 “\  530%1° 760
R e e e A AREE
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol A
45.0 3.20 3.40 3.60 3.80
m/z 42.05 3.56%
5000
0 . ‘3‘1“0 || 530610 750
R B I e R RRRRREEE el
m/z--> 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138160.D

Acqg On : @07 Jun 2024 15:05

Operator : CG\JU

Sample : P2704-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524 .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 1-Phenoxypropan-2-ol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
8.492 2.28 ng 305745 Naphthalene-d8 8.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Phenoxypropan-2-o0l

2 1-Propanol, 3-phenoxy-
3 Ethanol, 2-phenoxy-

4 1-Propanol, 2-phenoxy-

152 C9H1202
152 C9H1202
138 C8H1e02
152 C9H1202

5 Benzene, (1-methylpropoxy)-

150 C10H140

000770-35-4 96
006180-61-6 87
000122-99-6 64
004169-04-4 59
010574-17-1 53

Abundance Scan 1089 (8.492 min): BF138160.D\data.ms (-1086) (-) m/z 94.00 100.00%
94.0
5000
1521 Pl S
45‘ 1 h ‘ ‘ 8.20 8.40 8.60 8.80
0 I ‘ A28y 7718 26.24%
m/z--> 100 150 200 250
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000 L B A B LA B
8.20 8.40 8.60 8.80
39.0 152.0 m/z 78.10 17.04%
0 \‘\ H\‘ “M‘ “ ‘\ H\ \“ “\ ‘\ T T “‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
R e
8.20 8.40 8.60 8.80
5000 m/z 152.05 16.72%
45.0 152.0
0 ‘H“H‘” h ““‘
miz-> 100 150 200 250
Abundance #19881: Ethanol, 2-phenoxy- A AEEmaEEE e
94.0 8.20 8.40 8.60 8.80
m/z 108.00 16.26%
5000
138.0
51.0
ob—4 w A “‘M e S | Y NES—
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138160.D

Acqg On : @07 Jun 2024 15:05
Operator : CG\JU

Sample : P2704-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.951 3.56 ng 523811 Phenanthrene-d10 11.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 1677 (11.951 min): BF138160.D\data.ms (-1673) (- m/z 72.95 100.00%

9.

5000
129.1

¥

213.2
171.1 ‘ 256.3 12.00
L

0 wh\“ oo LUl T 8200 4365 93.15%

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

5000 129.0
12.00

m/z 60.00 83.01%

171.0 213.0 256.0

O' ‘\SM‘H‘P;‘““\M} \‘ ‘ “\ \‘ \‘\ “ \“\ ‘\ T ‘ ‘\ L T ‘ L L
m/z--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid
73.0
=
12.00
5000 129.0 m/z 41.10 72.10%
9
199.0 242.0
0 LMJm1$3m R
m/z--> 50 100 150 200 250 300
Abundance #109284: Tetradecanoic acid o
73.0 12.00
1290 m/z 55.05 71.55%
5000
185.0 228.0
i
0 ‘w‘\“\ “\‘H‘ \h“L ;M‘\‘n} “ ‘ L m“‘ . “ B R R e
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138160.D

Acqg On : @07 Jun 2024 15:05
Operator : CG\JU

Sample : P2704-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.492 14.05 ng 1056890  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Palmitoleamide 253 C16H31NO 106010-22-4 78
3 Dodecanamide 199 C12H25NO 001120-16-7 53
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Nonanamide 157 C9H19NO 001120-07-6 50

Abundance Scan 1939 (13.492 min): BF138160.D\data.ms (-1934) (- m/z 59.10 100.00%
59.1

5000 k\
oo o
ol U‘W‘ Myt | 1841 2382 2811 . o5 40 og sey
m/z--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T T
13.50
29.0 .60 m/z 55.10 41.93%
oL L“ U ‘\HH “\L‘ ‘\;Mh‘ ‘HMM \;\\}‘2\1%9 ’\ . ‘18‘4"0‘ , ‘2‘38‘? . 2‘8“1‘(
m/z--> 50 100 150 200 250
Abundance #139496: Palmitoleamide
59.0 ﬁ\
—
13.50
5000 ITI/Z 41.05 36.71%
29-0‘\ | 950 1200, 60 2100 2530
ob— \‘\‘ ‘M‘ ‘\M \‘W‘ MH ‘1““ ‘\L\‘ it e S A o
m/z--> 50 100 150 200 250
Abundance #74753: Dodecanamide = f\
59.0 13.50
m/z 43.05 29.32%
5000
28.0
Ll 1m0 o
05 \‘\ w““ w“w“w i‘ \“\“\ T "\ [—— T T [——
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138160.D

Acqg On : @07 Jun 2024 15:05

Operator : CG\JU

Sample : P2704-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524 .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 Cycloeicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.927 5.32 ng 400168 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 97
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 96
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
4 1-Hexacosene 364 C26H52 018835-33-1 95
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 2013 (13.927 min): BF138160.D\data.ms (-2008) (- m/z 57.10 100.00%
57.1
97.0
5000
39.1 207.0 :
o — M‘m‘w whﬁ Lot b 240 2B 4300 96.40%
m/z--> 50 100 150 200 250 300
Abundance #173728: Cycloeicosane
55.0
97.0
5000 T
14.00
m/z 55.10 83.16%
0 T ‘\ ‘\‘ “‘\ “\‘ \“ \:3?.?\ ]\-8\2.\0‘ f22\4\-0\ ‘ \2\8?.9‘ L
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
e
14.00
5000 97.0 m/z 83.05  82.22%
ol LIl 5580 1320 sps0 _zm00
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane —
57.0 14.00
97.0 m/z 69.05 73.66%
5000
39.0
50 LLLLL L1390 10 2690 saoy AN
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060724\
Data File : BF138160.D

Acqg On : 07 Jun 2024 15:05
Operator : CG\JU

Sample : P2704-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060524.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|
Butane, 2-metho... 2.228 60.5 ng 6068600 1 6.904 2007510 20.0
Propylene Glycol 3.434 2.9 ng 288451 1 6.904 2007510 20.0
1-Phenoxypropan... 8.492 2.3 ng 305745 2 8.186 2686800 20.0
n-Hexadecanoic ... 11.951 3.6 ng 523811 4 11.427 2939780 20.0
9-Octadecenamid... 13.492 14.1 ng 1056890 5 14.063 1504710 20.0
Cycloeicosane 13.927 5.3 ng 400168 5 14.063 1504710 20.0
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