LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14
Operator : MA/JU

Sample : P2189-02

Misc :

ALS vial : 8 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-BG041724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60961.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.165 25 30 37 rwW2 33717 52485 2.15% 0.449%
2 3.682 111 118 129 rVB 27966 45203 1.85% 0.386%
3 5.532 426 433 442 rVB 556883 883883 36.19% 7.557%
4 7.113 692 702 709 rBV 576273 980339 40.14%  8.381%
5 7.941 836 843 849 rBV 112196 190189 7.79% 1.626%

6 9.093 1031 1039 1047 rVB 371714 659530 27.00% 5
7 10.503 1274 1279 1287 rVB2 16664 26379 1.08% ©
8 10.732 1309 1318 1327 rBV 150904 262992 10.77%  2.248%
9 13.194 1730 1737 1744 rBV 1006713 1513048 61.95% 12.
10 14.569 1961 1971 1977 rVB 259411 399351 16.35% 3

11 14.775 1999 2006 2008 rBV3 68848 106243 4.35% 0
12 16.055 2217 2224 2232 rBV 1030319 1537138 62.94% 13.
13 17.078 2392 2398 2405 rBV 139249 182091 7.46% 1.557%
14 17.183 2411 2416 2420 rVB 30429 39201 1.61% 0
4

15 17.313 2432 2438 2443 rBV 333540 490592 20.09% 194%
16 17.354 2443 2445 2451 rVB 18799 24956 1.02% 0.213%
17 18.018 2552 2558 2564 rVB 44542 66805 2.74%  ©.571%
18 18.094 2564 2571 2578 rBV7 17193 44556 1.82% ©.381%
19 18.218 2587 2592 2602 rBV2 169875 231887 9.49%  1.983%
20 19.369 2782 2788 2791 rBV 31736 47214 1.93% 0.404%
21 19.493 2804 2809 2817 rBV2 65329 93680 3.84% ©.801%
22 19.728 2846 2849 2854 rVB 21384 27355 1.12% 0.234%

23 19.939 2879 2885 2891 rVB 1874984 2442356 100.00% 20.881%
24 21.243 3103 3107 3116 rVB 71176 115536 4.73% ©.988%
25 21.572 3156 3163 3169 rBV 356456 567903 23.25% 4.855%
26 23.864 3547 3553 3558 rBv4 39253 74846  3.06%  0.640%
27 24.692 3685 3694 3703 rBV = 214489 590766 24.19% 5.051%

Sum of corrected areas: 11696524
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14
Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG060961.D\data.ms
1500000
1000000
5.532 7.113
500000
9.093
7.941 10.732
O3.165 3.982 10.50
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\TT\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060961.D\data.ms
19.939
1500000
16.055
1000000 13.194
500000
17.313 21.572
14.569
17.07 18.218 21.243
i G angse gads 19348 |
A I B L e L B A L o
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: BG060961.D\data.ms
1500000
1000000
500000
24.692
23.864
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14
Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.165 5.52 ng 52485 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 25
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9

5 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 9
Abundance  Scan 30 (3.165 min): BG060961.D\data.ms (-25) (-) m/z 73.00 100.00%

73.0
43.0
5000 55.0
87.0

1) 320 340 3.60
Ol it bl Mz 43.00 60.26%

miz--> 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 LN AL L I B S B
43.0 3.20 340 3.60
- 550 87.0 m/z 55.00  39.03%
200 \ |
O\\‘\\\\‘\\\”“\\\\“‘}\‘f\‘f\\‘f“\\\\“f}\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #8502: 2-Methyl-5-hexen-3-ol
73.0
i L ‘ L ‘ L ‘ T
55.0 320 3.40 3.60
43.0 o
5000 ITI z 87.00 31.45%
27.0
o 350 L e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #5030: 3-Pentanol, 3-methyl- 1
73.0 3.20 340 3.60

m/z 41.00 18.73%

5000 55.0
43.0
20.0 H 87.0
o " 630 |
H‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH

m/z--> 10 20 30 40 50 60 70 80 90
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14
Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 2 unknown3.682 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.682 4.75 ng 45203 1,4-Dichlorobenzene-d4 7.941
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
2 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Methane, nitroso- 45 CH3NO 000865-40-7 4
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 4

Abundance Scan 118 (3.682 min): BG060961.D\data.ms (-111) (-) m/z 45.00 100.00%
48.0
5000 A\
D
61.0 3.40 3.60 3.80 4.00
O bt e e e e | M/z0 42,95 24.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 UL L L L L I L
3.40 3.60 3.80 4.00
29.0 m/Z 61.00 5.14%
129 \d\ ‘\ 610 76,
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #25391: Methoxyacetic acid, butyl ester
45.0
R SRR
3.40 3.60 3.80 4.00
5000 m/z 42.00 5.04%
29.0
oL 150 900 750 910 1160
e el e s T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #342: Isopropyl Alcoho
45.0 3.40 3.60 3.80 4.00
m/z 43.95 3.80%
5000
27.0
oH“1“'79“HM“H““‘1““_‘5‘?‘9‘wwww_m_mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14
Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.503 2.01 ng 26379 Naphthalene-d8 10.732
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 45
4 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 38
5 Carbonic acid, bis(1-methylpropy... 174 C9H1803 000623-63-2 35
Abundance Scan 1279 (10.503 min): BG060961.D\data.ms (-1274) (- | m/z 45.00 100.00%
45.
5000
75.1 o
| h ‘ 100.0 1528 10.50
ol ey T m/z 57.10  89.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 L B
10.50
75.0 m/z 41.00 50.88%
15.0 ‘ ‘ 100.0 132.0
0 \H‘\“\‘H‘\“ H\\‘l‘\“\“1‘\\}‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
gy bl
10.50
5000 m/z 43.00 27 .54%
29.0 ‘ ‘ 87.0 1520
ol Ml 11307580
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0 10.50
m/z 56.10 23.70%
5000
89.0
0 2‘?\?%’ H 690 | | 1190 14401630 |
B R A
m/z--> 20 40 60 80 100 120 140 160 180 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14

Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 unknownl4.775

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.775 5.32 ng 106243  Acenaphthene-di10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecanol acetate 256 C16H3202 051354-23-5 16
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 14
3 3-Nonyl acetate 186 C11H2202 1010429-16-2 12
4 3-Acetoxytridecane 242 C15H3002 1010245-61-3 10
5 (1S,2R,4R,7R)-4-Isopropyl-7-meth... 168 C1@H1602 001619-26-7 10

Abundance Scan 2006 (14.775 min): BG060961.D\data.ms (-1999) (- | m/z 43.00 100.00%
5000
91 1371 — i
70.1 14.50 15.00
| | “ | ‘ 197.3 9
bbbl Wyl L S m/z 57.10 49.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate
43.0
5000 \/\‘ T \”\A‘A\A“\
14.50 15.00
101 m/z 41.00 37.04%
9.0
0 \‘\h MH d b “ 1250 167.0 1960 227.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9307: Acetic acid, 1,1-dimethylethyl ester
43.0
14.50 15.00
5000 ITI/Z 59.00 33.46%
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60688: 3-Nonyl acetate T A
43.0 14.50 15.00
m/z 55.00 32.81%
5000
70.0 104 126.0
oul?"?‘m‘u”hn_uuwHw_Ww_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14

Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 5 2-Propanol, 1-chloro-, phos... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.078 7.42 ng 182091 Phenanthrene-di10 17.313
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 87
2 Tris(2-chloropropyl) phosphate 326 C9H18C1304P 006145-73-9 87
3 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P 137909-40-1 53
4 1,2,5-Oxadiazol-3-amine, 4-[5-(4... 277 C11H8CIN502 1000276-59-0 22
5 Tris(3-chloropropyl) phosphate 326 C9H18C1304P 001067-98-7 16

Abundance Scan 2398 (17.078 min): BG060961.D\data.ms (-2392) (- | m/z 41.00 100.00%
41.0
125.0
5000 201.0
277.0
T \
L LT e |
0 “w“ oo b e b m/z 125.00 76.76%
miz--> 50 100 150 200 250 300
Abundance #232391: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
5000 — o :
17.00
201.0 277.0 m/z 99.00  75.49%
450 g1 150.0 ‘
O ‘H“‘ by \“ﬂ;\ T ‘\‘ T ‘\ T ‘\ \“‘\ T “\‘\23\‘5\.0’ T \“\‘ \?"1\1(
miz--> 50 100 150 200 250 300
Abundance #232388: Tr|s(2 chloropropyl) phosphate
125. A
41.0 -0 |
17.00
5000 m/z 201.00 44 .87%
201.0 277.0
LT o
M 0 T = Y
miz-> 50 100 15 200 250 300
Abundance #232395: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosp — /\ ‘
99.0 17.00
m/z 157.00 33.46%
5000/ 410 157.0
201.0
ol b | ‘ 1 “M 250 2810 - M\
m/z--> 50 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14
Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 unknownl18.018 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.018 2.72 ng 66805 Phenanthrene-die 17.313
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 30
2 Indan-1,2,3-trione 160 C9H403 000938-24-9 22
3 Bis(2-hydroxyethyl) phthalate 254 C12H1406 000084-73-1 22
4 2,1-benzisoxazole-4-carboxylic a... 193 C9H7NO4 1000395-98-5 22
5 hydrazine, 1-formyl-2-(4-isothio... 193 C8H7N30S 1000400-27-4 22
Abundance Scan 2558 (18.018 min): BG060961.D\data.ms (-2552) (- | m/z 149.00 100.00%
149.0 193.0
104.0
5000 76.0
50.0 N N
et ] ‘
18.00
0 ‘H_Hmpw“\w‘pﬂuw“"mnwm,u‘lu_ “wm!‘w‘u_mwm m/z 193.00  99.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26798: Phthalic anhydride
76.0 104.0
50.0 .
5000 s
18.00
148.0 m/z 103.95 75.38%
O\\\2‘\6\\0\”“\\“\\‘\\\Jw‘\\\\"\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36910: Indan-1,2,3-trione
76.0 104.0
R \
18.00
m/z 76.00 51.04%
5000 0.0 /
132.0
160.0
o280
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #139992: Bis(2-hydroxyethyl) phthalate —r ‘
149.0 18.00
m/z 50.00 26.44%
5000
104.0
760
. 190, %50 “ | 1880 90
‘H‘H‘w‘H"H‘w‘H‘_‘H,‘H‘_‘H‘H‘w“u‘u‘w‘u —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14
Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 7 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.218 9.45 ng 231887  Phenanthrene-di10 17.313
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 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 2592 (18.218 min): BG060961.D\data.ms (-2587) (- | m/z 43.10 100.00%

43.1
- MJLJ\
31 129.1 213.2
‘{“M‘\ \h"‘ ‘M\ “h

P, pe
1711 256.1 18.00 18.50

- o L T340y s5.ee 82.94%

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

5000 129.0 R 1
18.00 18.50

m/z 59.95 78.47%

171.0 213.0 256.0

0! \‘\\h"‘\ \‘H‘\ ul “ ‘ ‘ | ‘ !

1\\\‘\\\\‘\‘\\\“\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid
i73.0
—A —
18.00 18.50
5000 129.0 m/z 41.10 78.02%
29. 171.0
L e
I Y O
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid et 7
73.0 18.00 18.50
m/z 57.05 67.37%
5000 129.0
29. 185.0 41 2840
0! w‘\\‘\ Wl \ ‘ | | L

: T
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\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14
Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.493 3.30 ng 93680  Chrysene-d12 21.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 46
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2809 (19.493 min): BG060961.D\data.ms (-2804) (- | m/z 43.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14
Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 1-Tetracosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.243 4.07 ng 115536  Chrysene-di12 21.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 81
2 11-Methyldodecanol 200 C13H280 085763-57-1 81
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 64
4 Cetene 224 C16H32 000629-73-2 64

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 64

Abundance Scan 3107 (21.243 min): BG060961.D\data.ms (-3103) (- | m/z 43.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14
Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724 .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 Octadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.864 2.53 ng 74846  Perylene-di12 24.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 64
2 Nonadecane 268 C19H40 000629-92-5 64
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 62
4 Pentadecane, 3-methyl- 226 Cl16H34 002882-96-4 62
5 Octacosane 394 C28H58 000630-02-4 58

Abundance Scan 3553 (23.864 min): BG060961.D\data.ms (-3547) (- | m/z 57.10 100.00%
57.1

5000 M&MJ\WM
113. 1 [ oA N0
L] ¥ | 156.9  239.25838327.1369.0 23.50 24.00
ol | ‘\ bl ‘\mm\ T h‘ ; wm\m‘\ e sy P m/z 43.05 83.63%
m/z--> 0 50 100 150 200 250 300 350
Abundance #158611: Octadecane, 2-methyl-
57.0
5000 — ——
23.50 24.00
2250 m/z 71.10 51.44%
O 2’.0\ T h‘\ 4 “‘ h‘ \h‘\ ““ \“ T ‘\ \‘ "0\1\8\‘3\(‘)\ \‘L\ \%??'\0\ ‘ L ‘ L
m/z--> 0 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
— ——

23.50 24.00
5000 m/z 85.10 47.01%

.0
0 Il ‘H\ L H‘ 1 ]\'4;01830 268.0
L e e e

-

m/z--> 0 50 100 150 200 250 300 350
Abundance #168307: 2-Bromotetradecane
57.0 23.50 24.00
m/z 55.00 27 .69%
9.0
41.0 1970
o,ldJT, — e
m/z--> 50 100 150 200 250 300 350 23.50 24.00

8270-BGR41724.M Mon Apr 22 14:37:44 2024 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041924\
Data File : BGO60961.D

Acqg On : 19 Apr 2024 16:14
Operator : MA/JU

Sample : P2189-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG041724.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... 3.165 5.5 ng 52485 1 7.941 190189 20.0
unknown3.682 3.682 4.8 ng 45203 1 7.941 190189 20.0
Ethanol, 2-(2-b... 10.503 2.0 ng 26379 2 10.732 262992 20.0
unknown14.775 14.775 5.3 ng 106243 3 14.569 399351 20.0
2-Propanol, 1-c... 17.078 7.4 ng 182091 4 17.313 490592 20.0
unknown18.018 18.018 2.7 ng 66805 4 17.313 490592 20.0
n-Hexadecanoic ... 18.218 9.4 ng 231887 4 17.313 490592 20.0
Octadecanoic acid 19.493 3.3 ng 93680 5 21.572 567903 20.0
1-Tetracosene 21.243 4.1 ng 115536 5 21.572 567903 20.0
Octadecane, 2-m... 23.864 2.5 ng 74846 6 24.692 590766 20.0
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