LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060424\
Data File : BP020508.D

Acqg On : 04 Jun 2024 23:23
Operator : MA/JU

Sample : P2687-04

Misc :

ALS Vvial : 16 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_ P\Methods\8270E-BP©52924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@20508.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.040 4 9 27 rVB 2029480 3093173 27.44% 4.535%
2 3.558 93 97 111 rBV 263681 380597 3.38% 0.558%
3 5.381 399 407 417 rBV 3125591 4748051 42.11% 6.962%
4 6.928 662 670 681 rBV 3261214 5127367 45.48% 7.518%
5 7.764 804 812 819 rBV 1028170 1627994 14.44%  2.387%

6 8.911 999 1007 1018 rBV 1946066 3300395 29.27% 4
7 9.463 1093 1101 1112 rVB 87271 140765 1.25% ©
8 10.534 1274 1283 1293 rBV 1356157 2329824 20.67%  3.416%
9 11.269 1402 1408 1420 rBV 194774 334895 2.97% ©
10 12.993 1693 1701 1710 rBV 4848161 7868422 69.79% 11.

11 14.387 1931 1938 1945 rBV 2088233 3124252 27.71%
12 15.898 2188 2195 2205 rBV 3908273 5707582 50.63%
13 17.192 2408 2415 2420 rBV 2437030 3684698 32.68%
14 17.239 2420 2423 2428 rVB 195523 275644  2.44%
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15 18.145 2572 2577 2586 rBV2 360464 557713  4.95% 818%
16 19.328 2772 2778 2784 rBV 443951 691691 6.14% 1.014%
17 19.475 2799 2803 2817 rVB2 171001 275715 2.45%  0.404%
18 19.698 2834 2841 2850 rVB 328646 554205 4.92% ©.813%

19 19.928 2874 2880 2891 rVB 7954191 11274085 100.00% 16.531%
20 21.333 3115 3119 3133 rVB3 404453 831167  7.37%

=
N
=
O
IS

21 21.586 3157 3162 3166 rBV 1138159 1520708 13.49%
22 21.645 3166 3172 3178 rVV2 2329520 3868668 34.31%
23 22.963 3390 3396 3402 rBV 1344793 2576944 22.86%
24 23.433 3473 3476 3482 rVB2 170550 262437 2.33%
25 24.998 3733 3742 3754 rVB 1440715 4043410 35.86%
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Sum of corrected areas: 68200402
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060424\
Data File : BP020508.D

Acqg On : 04 Jun 2024 23:23
Operator : MA/JU

Sample : P2687-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP020508.D\data.ms
8000000

7000000
6000000
5000000

4000000
5.381 6.928
3000000

040
2000000 8.911

7.764

10.534
1000000
3.558 9.463 11.269

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BP020508.D\data.ms
8000000 19.928

7000000
6000000
5000000%-993

4000000 15.898

3000000 21.645

17.192
14.387
2000000
21.586

19.32 21.333
17,239 18.145 $9:69 O |

e e T LR R

Time--> 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 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BP020508.D\data.ms
8000000

1000000

7000000
6000000
5000000
4000000
3000000
200000022.963 24.998

1000000 23.433

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060424\
Data File : BP020508.D

Acqg On : 04 Jun 2024 23:23
Operator : MA/JU

Sample : P2687-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.040 38.00 ng 3093170 1,4-Dichlorobenzene-d4 7.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 9 (3.040 min): BP020508.D\data.ms (-4) (-) m/z 73.05 100.00%

73.0
5000

“ ‘ 3.103.203.303.40
|

134.2 206.9265.9 370.4432.6491.6

O e A o T e T e T T T m/z 43.05 38.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T[T T[T T[Tl
3.103.203.303.40
H m/z 55.05 28.08%
O‘HA\‘\“‘”HH‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15768: 2,2,4-Trimethyl-3-pentanol

73.0

p—

3.103.203.303.40
5000 m/z 87.05 25.95%

o
—
Lo

Fo—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

N

Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0 3.103.203.303.40
m/z 41.10 12.31%
5000 J\\
o‘H”H"m‘ww‘HH‘HH‘mWm_mwuwmuw B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060424\
Data File : BP020508.D

Acqg On : 04 Jun 2024 23:23
Operator : MA/JU

Sample : P2687-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 Propylene Glycol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.558 4.68 ng 380597 1,4-Dichlorobenzene-d4 7.764

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance  Scan 97 (3.558 min): BP020508.D\data.ms (-93) (-) m/z 45.05 100.00%

45.0
5000 /L
T
‘ 3.20 3.40 3.60 3.80
Olprrrdil 1292 2012 2809 354.7 4241 5251 sz 43.00  18.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 L L L R B R R B
3.20 3.40 3.60 3.80
m/z 61.00 6.20%
0‘\‘\m‘f“q\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #343: Isopropyl Alcoho
45.0
T
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.43%
o‘MH‘MJMmwHWH,mww_m_wmwm‘w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)- amama R
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.21%
SN e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060424\
Data File : BP020508.D

Acqg On : 04 Jun 2024 23:23
Operator : MA/JU

Sample : P2687-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.269 2.87 ng 334895 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 90
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
Abundance Scan 1408 (11.269 min): BP020508.D\data.ms (-1402) (- | m/z 94.00 100.00%
94.0
5000 j\
152.1
‘\ ] ‘ 11,00 1150
o 35@ILLL, |, 22012840 370.04280488.7548. ./, 77 00  23.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 N
11 00 11.50
152.0 m/z 152.05 16.61%
sigl)[. |
O‘\\\‘l\l"\ll\}fl“W‘T\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
—
11 00 11.50
5000 m/z 78.05 15.00%
152.0
OMEM‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19881: Ethanol, 2-phenoxy- ‘
94.0 11 OO 11.50
m/z 108.00  14.48%
5000 }k
okl _
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11 OO 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060424\
Data File : BP©20508.D

Acqg On : 04 Jun 2024 23:23

Operator : MA/JU

Sample : P2687-04

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924.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 4 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.145  3.03ng 557713 Phenanthrene-dio 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
I n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90

000638-53-9 87
000057-11-4 87
001002-84-2 81

3 Tridecanoic acid 214 C13H2602
4 Octadecanoic acid 284 C18H3602
5 Pentadecanoic acid 242 C15H3002

Abundance Scan 2577 (18.145 min): BP020508.D\data.ms (-2572) (- m/z 73.00 100.00%

73.0
5000
213.2 — s
H’ 13 \ 18.00 18.50
ol HM DffluLy, p829 35494131 491.0548. ./, 69 00  g6.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T td
129.0 18.00 18.50
m/z 43.10 83.55%

O\‘\‘H‘ M\'HJIIHHJP\OW’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109284: Tetradecanoic acid
73.0

T
18.00 18.50

5000 185.0 m/z 57.10 69.61%
oL L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T —
73.0 18.00 18.50

m/z 41.05 67.94%

5000
214.0
\H NH\ PMH‘\ sdenne

0t H_m‘w_wm‘,HH_m_m_m‘w_ e :
miz--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060424\
Data File : BP020508.D

Acqg On : 04 Jun 2024 23:23
Operator : MA/JU

Sample : P2687-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.333 4.30 ng 831167 Chrysene-di12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Heptacos-1-ene 378 C27H54 015306-27-1 94
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 3119 (21.333 min): BP020508.D\data.ms (-3115) (- m/z 57.10 100.00%
57.1
1p5.1 — =
‘ 234.1 3001 429.2 21.00 21.50
[ ELLS ‘!u\u!_‘H_m_H‘_“3?9‘1‘_Mf“‘?ﬁ??f‘?‘ m/z 55.10  93.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 — —
21.00 21.50
125.0 m/z 43.10 92.29%
0‘\\\’\“\"\\ \‘l\l\‘\\‘!‘h\l\]-\g\e‘\o\\\zﬁe\\o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
— ——
21.00 21.50
5000 m/z 97.05 81.60%
125.0
0 \‘\ | ‘ \} Il “ 1\ | .196'0 292.0 364.0
R e e A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane “ —
57.0 21.00 21.50
m/z 83.10 80.30%
5000
125.0
ol 11, 1060 2680
R e R e R S S S A — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060424\
Data File : BP020508.D

Acqg On : 04 Jun 2024 23:23
Operator : MA/JU

Sample : P2687-04

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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 6 1,4-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.963 13.32 ng 2576940  Chrysene-d12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 87
2 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 64
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 59
4 Isophthalic acid, 3-methylbut-2-... 348 C21H3204 1000344-72-4 47
5 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 43
Abundance Scan 3396 (22.963 min): BP020508.D\data.ms (-3390) (- 70.10 100.00%
701 1490
261.1
5000
THIN
okttt b b 1 38313943 4611 535.3 149.00  85.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000
2&00
m/z 261.10 60.19%
O\\\“‘il\\\'\“\f‘!l\1111‘\\!\‘\T\1‘\\\3\‘6!]-\.\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester
261.0
=
23.00
5000 70.0 m/z 112.10 47 .65%
149.0
0 m““\u‘u“Ju‘m‘uLwﬂu‘w B R e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) P
70.0 23.00
149.0 261.0 m/z 57.10 44.53%
5000
1 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060424\
Data File : BP020508.D

Acqg On : 04 Jun 2024 23:23
Operator : MA/JU

Sample : P2687-04

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP052924 .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... 3.040 38.0 ng 3093170 1 7.764 1627990 20.0
Propylene Glycol 3.558 4.7 ng 380597 1 7.764 1627990 20.0
1-Phenoxypropan... 11.269 2.9 ng 334895 2 10.534 2329820 20.0
n-Hexadecanoic ... 18.145 3.0 ng 557713 4 17.192 3684700 20.0
1-Heneicosanol 21.333 4.3 ng 831167 5 21.645 3868670 20.0
1,4-Benzenedica... 22.963 13.3 ng 2576940 5 21.645 3868670 20.0

8270E-BP052924 .M Wed Jun ©5 13:28:37 2024 Pa 9



