LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06 :

Misc : S-905-KJ-SO-0-0.5-081924

ALS vial : 6 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-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@21611.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.034 3 8 26 rVB 3665959 5141733 45.87% 4.072%
2 3.552 92 96 108 rVB 201269 284137 2.53% 0.225%
3 4.940 327 332 341 rVB 248536 353207 3.15% ©0.280%
4 5.399 403 410 420 rBV 4261696 6290087 56.11% 4.982%
5 6.969 669 677 694 rBV 4053267 6784068 60.52% 5.373%

.804 811 819 826 rBV 1234834 2027280 18.08%
.951 1005 1014 1025 rBV 2446815 4191284 37.39%
.510 1103 1109 1115 rBV 100531 154477 1.38%
10.587 1285 1292 1306 rBV 1702293 2871862 25.62%
10 11.328 1408 1418 1429 rBV 164331 378472 3.38%

O 00
ONOWPR
=
N
N
R

11 13.057 1704 1712 1729 rBV 5108012 7555298 67.39%
12 14.439 1937 1947 1954 rBV 2532021 4041100 36.
13 14.504 1954 1958 1966 rVB 243237 370720 3.31%
14 14.669 1977 1986 1995 rBV 104668 250810 2
15 14.845 2011 2016 2026 rBV 96231 161454 1
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N
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S
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16 15.504 2123 2128 2138 rVB 224758 334113 2.98%
17 15.951 2196 2204 2214 rBV 5116060 7669676 68.41%
18 16.998 2374 2382 2386 rVV3 111742 197153 1.76%
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R

19 17.063 2388 2393 2404 rVB 127054 221898 1.98% 176%
20 17.245 2417 2424 2428 rBV 3380601 5077738 45.29% 022%
21 17.292 2428 2432 2438 rVV 2849336 4154976 37.06%  3.291%
22 17.386 2438 2448 2454 rVV 560938 941975 8.40% 0.746%
23 17.451 2454 2459 2467 rVB 61133 117334 1.05% 0.093%
24 17.663 2486 2495 2502 rBvV2 254583 481426 4.29% 0.381%
25 18.163 2575 2580 2582 rBV 182709 252816 2.26% ©.200%
26 18.204 2582 2587 2595 rVV2 545784 1069371 9.54% 0.847%
27 18.286 2595 2601 2606 rVV2 103138 200228 1.79% ©.159%
28 18.357 2607 2613 2618 rVV2 429765 774295 6.91% ©0.613%
29 18.398 2618 2620 2626 rVB 117804 151767 1.35% ©0.120%
30 18.680 2663 2668 2671 rBV 184253 268362 2.39% 0.213%
31 18.716 2671 2674 2680 rVB 111953 166598 1.49% ©.132%
32 19.122 2737 2743 2748 rBv4 71815 148678 1.33% 0.118%
33 19.257 2762 2766 2775 rBV2 84748 152484 1.36% 0.121%
34 19.386 2781 2788 2794 rBV 4340718 6989008 62.34%  5.535%
35 19.533 2809 2813 2817 rBV5 80968 122503 1.09% ©.097%

36 19.633 2827 2830 2836 rVB 123098 184425 1.65% ©.146%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06 :

Misc : S-905-KJ-SO-0-0.5-081924

ALS vial : 6 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-BP081324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.763 2842 2852 2862 rBV 3828897 7827251 69.82% 6.199%
38 19.986 2885 2890 2901 rVB 9514118 11210550 100.00%  8.879%
39 20.104 2904 2910 2915 rBV3 200557 481018 4.29% 0.381%
40 20.245 2930 2934 2935 rBV2 119862 155185 1.38% 0.123%
41 20.286 2936 2941 2946 rVB 491470 799865 7.13% 0.634%
42 20.386 2954 2958 2962 rBV 621171 713042 6.36% 0.565%
43  20.445 2962 2968 2971 rVV2 279498 464942 4.15% 0.368%
44 20.480 2971 2974 2978 rVB2 145999 177573 1.58% 0.141%
45 20.586 2988 2992 2996 rBv4 117492 185228 1.65% 0.147%
46 20.639 2997 3001 3006 rVVv4 125105 224881 2.01% 0.178%
47 21.268 3104 3108 3113 rVB 228984 374756  3.34%  0.297%
48 21.321 3113 3117 3121 rVB 229391 290241  2.59% 0.230%
49 21.386 3121 3128 3133 rBv4 621282 1398873 12.48% 1.108%
50 21.716 3176 3184 3190 rBV3 4182368 9743303 86.91% 7.717%
51 21.768 3190 3193 3202 rVB 1829708 2819572 25.15% 2.233%
52 21.921 3215 3219 3228 rVB 331131 542763 4.84% 0.430%
53 22.145 3253 3257 3266 rVB3 245898 478927 4.27% 0.379%
54 23.951 3558 3564 3572 rVB2 683920 1543440 13.77% 1.222%
55 24.074 3576 3585 3592 rBV 1321861 4450220 39.70%  3.525%
56 24.333 3625 3629 3636 rVB2 238103 422169 3.77% ©.334%
57 24.845 3709 3716 3729 rVB 889735 2383009 21.26% 1.887%
58 24.992 3733 3741 3752 rVB 1215481 3119207 27.82% 2.470%
59 25.151 3759 3768 3776 rBV 2183733 5919487 52.80% 4.688%

Sum of corrected areas: 126258315
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06 :

Misc : S-905-KJ-SO-0-0.5-081924

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP021611.D\data.ms

8000000

6000000

5.399 6.969

4000000034

8.951

2000000 10.587
7.804

3.552 4.940 9.510 11.328

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

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021611.D\data.ms

19.986

8000000

6000000

.057 15.951
3.0 21.716

19.386

4000000 17.245

17|292
14.439

2000000

.3 1
1 g45 15.504 fg 63 18;

0\‘\H\‘\H\‘\\\\‘T"ﬁﬁ‘H\\‘HH‘\H\‘H\\‘ﬁH"ﬁ\H‘H\\‘\H\‘\H\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘H

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: BP021611.D\data.ms

8000000
6000000

4000000
25.151

2000000 24.074 424.9

]

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\BP082224\
Data File : BP@21611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06

Misc

ALS vial : 6 Sample Multiplier: 1

S-905-KJ-SO-0-0.5-081924

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.034 50.73 ng 5141730 1,4-Dichlorobenzene-d4 7.804
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 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 8 (3.034 min): BP021611.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000

‘ 3.103.203.303.40

AL 165222292801 367.0414247615325 1) 1316 27.64%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5060: Butane, 2-methoxy-2-methyl-

o

73.0

5000 R RARRaEaE e eeaaaE
3.103.203.303.40

m/z 87.10 27 .64%
\\“\Jl}\““”\{\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0

3.103.203.303.40

5000 m/z 55.05 22.33%
\HM,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4994: Pentane, 3-methoxy-

73.0 3.103.203.303.40

m/z 71.05 10.88%
5000
0 M

50 100 150 200 250 300 350 400 450 500 3.103.203.303.40

o

o

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP@21611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample P3671-06

Misc

ALS vial : 6 Sample Multiplier: 1

S-905-KJ-SO-0-0.5-081924

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Propylene Glycol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
3.552 2.80 ng 284137 1,4-Dichlorobenzene-d4 7.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 Isopropyl Alcohol 60 C3H80 000067-63-0 39
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 23
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
5 (2R,4R)-(-)-Pentanediol 104 C5H1202 042075-32-1 9
Abundance  Scan 96 (3.552 min): BP021611.D\data.ms (-92) (-) m/z 45.10 100.00%
451
5000 j{
A REEEEE
3.20 3.40 3.60 3.80
Obrrrd 207016502250 3269 43615034  n/z 43.e5 19.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 L L L B LI B B
3.20 3.40 3.60 3.80
m/z 60.95 7.84%
O‘\‘WJU#“\J\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #342: Isopropyl Alcoho
45.0
T R
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.55%
0“”“‘”"“””“m,‘m,mWm‘mwm‘mwm,mw \/VWN\J\W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5003: 2-Pentanol, 4-methyl-  aamma e REARS
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.38%
h L»\JLW%
o‘umMMLW_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘ R R ARRARRRREEEEEE
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\BP082224\
Data File : BP021611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06 :

Misc S-905-KJ-SO-0-0.5-081924

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.940 3.48 ng 353207 1,4-Dichlorobenzene-d4 7.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 (2,3,3-Trimethyloxiranyl)methanol 116 C6H1202 1000306-64-7 28
3 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 27
4 2-Butanol, 1-methoxy- 104 C5H1202 053778-73-7 25
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 12

Abundance Scan 332 (4.940 min): BP021611.D\data.ms (-327) (-) m/z 43.00 100.00%

43.0
5000
101.1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
4.60 4.80 5.00 5.20
O 1630 233.3296.8 362.2 426.1485.7545.0 | /7 59.05  64.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 NN RN R RN
4.60 4.80 5.00 5.20
101.0 m/z 101.05 25.89%
O‘\\”\H\‘“\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9294 (2,3,3-Trimethyloxiranyl)methanol
43.0
e EmERRREESS SRR
4.60 4.80 5.00 5.20
5000 m/z 58.00 18.97%
o‘* L J*}‘?‘llfqw‘w‘m‘H‘wH_wam,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5057: Propane, 1-ethoxy-2-methyl- ST T T T T
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.50%
5000
Ot ferr e || e el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06 :

Misc S-905-KJ-SO-0-0.5-081924

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 1-Phenoxypropan-2-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.328 2.64 ng 378472  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Carbonic acid, phenyl propyl ester 180 C10H1203 013183-16-9 58
Abundance Scan 1418 (11.328 min): BP021611.D\data.ms (-1408) (- | m/z 94.00 100.00%
94.0
5000 /\
35,1 | || 15\2'0 2620 37974415 5421 o % 11.50
ol bl by 2828 37974415 8421wz 77.18 27.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000
11. 00 11 50
152.0 m/z 77.95 15.99%
Ohﬂ#“'\f’l’
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 107.95 14.47%
T 152.0
OHMJJ’\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84780: Carbonic acid, neopentyl phenyl ester
94.0 11. 00 11 50
m/z 152.0 13.33%
5000
A
_‘H“H‘_‘H‘H“_‘H,H‘w“u‘u‘w‘u“u‘w‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11. 00 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06 :

Misc : S-905-KJ-SO-0-0.5-081924

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.204 4.21 ng 1069370  Phenanthrene-d10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 83
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 52
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 52
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 51

Abundance Scan 2587 (18.204 min): BP021611.D\data.ms (-2582) (- m/z 73.00 100.00%

73.0 192.1
5000

T
256.3 18.00 18.50

OH : 357.1 429.3 492.4549.; m/z 192.10 98.03Y%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 CT T

——
129.0 18.00 18.50
m/z 60.00 84.88%

O\‘\‘H‘ IMWJI#JILM‘Jlllp‘lgllOTW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67023: Anthracene, 2-methyl-
192.0

—
18.00 18.50
5000 m/z 55.05 62.90%

96.0
\\\‘m”u"‘mm'\\‘\ e A RRERAE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

#67042: Phenanthrene, 4-methyl- R
192.0 18.00 18.50

m/z 57.05 61.55%

5000
82.0
0 u..‘ J‘ J .

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06 :

Misc S-905-KJ-SO-0-0.5-081924

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.357 3.05 ng 774295  Phenanthrene-di10 17.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 81
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 59
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 47
4 Methyl diselenide 190 C2H6Se2 007101-31-7 45
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 28

Abundance Scan 2613 (18.357 min): BP021611.D\data.ms (-2607) (- m/z 190.05 100.00%

190.1
5000
94.6

‘ 18. 00 18 50
ol ki A 2648 35514151 5033 ;m/z 189.16  96.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000
18. 00 18 50

94.0 m/z 94.60  30.03%

81.0 |
\\\[\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0

o

18. 00 18 50
5000 ITI/Z 191.05 27 .90%
94.0
0 S ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde
39.0 190.0 18. 00 18 50

m/z 192.10  24.05%

0 || I ” L1

m/z--> 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\BP082224\
Data File : BP021611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06 :

Misc : S-905-KJ-SO-0-0.5-081924

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Tetradecane, 1,1'-thiobis- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.386 2.87 ng 1398870  Chrysene-d12 21.721
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1,1'-thiobis- 426 C28H58S 035599-83-8 59
2 Benzo(a)acridine 229 C17H11IN 000225-11-6 41
3 Myristyl myristate 424 C28H5602 003234-85-3 40
4 Naphtho(2,1-f)quinoline 229 C17H11N 000218-08-6 38
5 Tetradecanoic acid, hexadecyl ester 452 C30H6002 002599-01-1 32
Abundance Scan 3128 (21.386 min): BP021611.D\data.ms (-3121) (-, | m/z 229.10 100.00%
229.1
57.0
5000
T
‘ Mf“ | 2100 21.50
o kbbbl ki k200135514162 4912549, " og 65 71 25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316464: Tetradecane, 1,1'-thiobis-
229.0
5000{ 43.0 — —=
21.00 21.50
m/z 83.05 71.18%
426.0
Olll"‘{“F‘\HIWWIJ-q[ \H\fz\g‘g\.\o\\‘\\\\‘\\1\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #110527: Benzo(a)acridine
229.0
= —
21.00 21.50
5000 m/z 97.10 68.15%
114.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #315336: Myristyl myristate AW“TA\ T
57.0 229.0 21.00 21.50
m/z 55.05 61.33%
168
424.0
01‘3250 - B
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\BP082224\
Data File : BP021611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06 :

Misc S-905-KJ-SO-0-0.5-081924

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 unknown23.951 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.951 5.21 ng 1543440  Perylene-di12 25.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hydroxyatrazine 197 C8H15N50 002163-68-0 15
2 p,p'-Ditolylamine 197 C14H15N 000620-93-9 15
3 2'-Methyldihydro-2-stilbazole 197 C14H15N 058246-68-7 11
4 9H-Carbazole-3,6-diamine 197 C12H11N3 000086-71-5 11
5 Benzophenone dimethyl ketal 228 C15H1602 002235-01-0 11
Abundance Scan 3564 (23.951 min): BP021611.D\data.ms (-3558) (- m/z 197.10 100.00%
197.1
469.2
313.1
5000 13501
]
25%.1 391.2 } 24.00
] —" MJT“A by 1y ” bt bbb L3850 7 469,20 71.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72859: 2-Hydroxyatrazine
58.0 197.0
5000 ‘ ‘
17.0 24.00
\ l m/z 313.10  53.94%
O “T‘\\Jh.lHITW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72701: p,p'-Ditolylamine
197.0
——
24.00
5000 m/z 149.00 49,15%
0 Huww"‘uL"‘H""""H_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72714: 2'-Methyldihydro-2-stilbazole
93.0 197.0 24 00
m/z 135.05 38.60%
0 NuHW%MM”M‘H‘W‘H‘_‘H‘H‘w‘u“u‘w‘u‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06 :

Misc S-905-KJ-SO-0-0.5-081924

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.845 8.05 ng 2383010  Perylene-d12 25.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 98
3 Benzo[a]pyrene 252 C20H12 000050-32-8 97
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
Abundance Scan 3716 (24.845 min): BP021611.D\data.ms (-3709) (- m/z 252.10 100.00%
25p.1 4
5000
12‘5-1 | 2450 25.00
0l 830 Il 1861, | 307.03654 43124891549 1/, 359.10  28.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138554: Benzo[e]pyrene
252.0
5000 L — =
24.50 25.00
m/z 253.10 23.86%
125.0
ol 630 | 1870, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138563: BenzolKk]fluoranthene
252.0
— =
24.50 25.00
5000 ITI/Z 125.05 14.65%
126.0
om_MJUL‘W‘_mJum_m‘w_m‘www
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138555: Benzo[a]pyrene T T
252.0 24.50 25.00
m/z 126.00 11.73%
5000
126.0
0 ?3'0 \”A \18710" T
T T T e = .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082224\
Data File : BP021611.D

Acqg On : 22 Aug 2024 12:57

Operator : RC/JU

Sample : P3671-06 :

Misc : S-905-KJ-SO-0-0.5-081924

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP081324.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... 3.034 50.7 ng 5141730 1 7.804 2027280 20.0
Propylene Glycol 3.552 2.8 ng 284137 1  7.804 2027280 20.0
2-Pentanone, 4-... 4.940 3.5 ng 353207 1 7.804 2027280 20.0
1-Phenoxypropan... 11.328 2.6 ng 378472 2 10.587 2871860 20.0
n-Hexadecanoic ... 18.204 4.2 ng 1069370 4 17.245 5077740 20.0
4H-Cyclopenta[d... 18.357 3.0 ng 774295 4 17.245 5077740 20.0
Tetradecane, 1,... 21.386 2.9 ng 1398870 5 21.721 9743300 20.0
unknown23.951 23.951 5.2 ng 1543440 6 25.151 5919490 20.0
Benzo[e]pyrene 24.845 8.1 ng 2383010 6 25.151 5919490 20.0
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