LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061826.D

Acq On 2 Jul 2024 00:16
Operator : MA/JU

Sample 1 P2962-19

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG062024 .MA_.M
Title : SVOA CALIBRATION
Signal : TIC: BG061826.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 3.428 22 24 26 rBvV3 3084 3468 0.21% 0.016%
2 3.458 26 29 35 7rVB3 18095 29035 1.75% 0.133%
3 3.728 70 75 84 rBV2 46775 90558 5.45%  0.414%
4 3.875 96 100 114 rBvV 218525 414677 24.97%  1.896%
5 4.215 154 158 163 rVB7 5698 10371  0.62% 0.047%
6 4.580 217 220 225 rVB5 2345 4005 0.24% 0.018%
7 4.656 231 233 237 rBV2 2862 3484 0.21% 0.016%
8 4.727 242 245 247 rW3 2879 3888 0.23% 0.018%
9 4.785 250 255 261 rVB5 4222 7322 0.44% 0.033%
10 4.856 265 267 270 rBV3 4392 3290 0.20% 0.015%
11 5.126 309 313 320 rvB3 9756 18280 1.10% 0.084%
12 5.220 326 329 331 rBV3 3692 3689 0.22% 0.017%
13 5.608 392 395 400 rVB5 7731 8246 0.50% 0.038%
14 5.843 432 435 438 rBV2 3760 4570 0.28% 0.021%
15 5.884 438 442 445 rVB4 2984 4225 0.25%  0.019%
16 6.113 477 481 486 rBVv3 12804 17816 1.07% 0.081%
17 6.601 561 564 566 rvB 3495 3010 0.18% 0.014%
18 7.130 651 654 658 rvB3 2584 3111 0.19%  0.014%
19 7.200 658 666 675 rBV 345104 593356 35.74% 2.713%
20 7.376 690 696 703 rBVY 229117 370829 22.33% 1.696%
21 7.582 723 731 737 rBVY 313651 531631 32.02% 2.431%
22 7.635 737 740 746 rW 24986 35880 2.16% 0.164%
23 7.800 764 768 770 rBv2 4277 3114 0.19% 0.014%
24 7.911 786 787 790 rBV 3444 3329 0.20% 0.015%
25 8.052 805 811 818 rBV 310323 526170 31.69% 2.406%
26 8.434 874 876 878 rBY 2638 3029 0.18% 0.014%
27 8.751 923 930 937 rVWW 415172 700410 42.18%  3.203%
28 9.215 1001 1009 1017 rBV 314695 560833 33.78% 2.565%
29 9.368 1031 1035 1036 rBvV2 3732 4168 0.25% 0.019%
30 9.509 1057 1059 1065 rBv4 1763 2967 0.18% 0.014%
31 9.615 1075 1077 1079 rVB 3717 3269 0.20% 0.015%
32 9.768 1097 1103 1109 rBV3 32480 47621 2.87% 0.218%
33 9.938 1124 1132 1139 rVV 280131 492773 29.68%  2.253%
34 10.156 1166 1169 1173 rBv4 4084 5529 0.33% 0.025%
35 10.479 1216 1224 1232 rBV 403381 726055 43.73%  3.320%
36 10.626 1246 1249 1251 rBV2 2256 2770  0.17% 0.013%
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Data Path :
Data File :
Acg On

Operator

Sample

Misc
ALS Vial

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
BG061826.D
2 Jul 2024 00:16

22

I MA/JU
1 P2962-19

Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing :
1

Sampling
Start Thrs: 0.2

Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
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0

Peak separation: 5
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061826.D

Acq On 2 Jul 2024 00:16
Operator : MA/JU

Sample 1 P2962-19

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\SFAM-EPA-BG062024 .MA_.M
Title - SVOA CALIBRATION
77 17.800 2468 2470 2473 rVB2 3378 3711 0.22% 0.017%
78 17.946 2492 2495 2496 rBV3 3481 3611 0.22% 0.017%
79 18.017 2505 2507 2511 rBV3 2978 2940 0.18% 0.013%
80 18.082 2516 2518 2523 rVB5 9195 10811 0.65% 0.049%
81 18.305 2552 2556 2562 rBv4 21797 34395 2.07% 0.157%
82 18.505 2588 2590 2592 rBV2 3875 2826 0.17% 0.013%
83 18.757 2631 2633 2635 rBV3 4079 3884 0.23% 0.018%
84 18.822 2642 2644 2646 rBV2 3919 3584 0.22% 0.016%
85 19.010 2674 2676 2679 rBV4 3540 3267 0.20% 0.015%
86 19.075 2686 2687 2690 rBV3 4946 3709 0.22% 0.017%
87 19.116 2690 2694 2696 rvVv4 6276 7718 0.46%  0.035%
88 19.139 2696 2698 2699 rvVB2 6516 2984 0.18%  0.014%
89 19.292 2722 2724 2725 rBV2 6430 3517 0.21% 0.016%
90 19.368 2735 2737 2744 rVB5 14170 19042 1.15% 0.087%
91 19.439 2746 2749 2755 rVB3 18097 25419 1.53% 0.116%
92 19.592 2773 2775 2776 rVB2 6524 2795 0.17% 0.013%
93 19.721 2795 2797 2802 rVB5 10676 12308 0.74% 0.056%
94 19.803 2806 2811 2821 rVB 1180348 1660387 100.00%  7.593%
95 20.332 2899 2901 2905 rVB3 19158 16370 0.99% 0.075%
96 21.331 3067 3071 3078 rBv2 135991 211690 12.75% 0.968%
97 21.683 3125 3131 3138 rBvV2 721214 1156093 69.63% 5.287%
98 21.877 3162 3164 3169 rvB4 30733 37465 2.26% 0.171%
99 24.674 3631 3640 3654 rVB2 583022 1649637 99.35%  7.544%
100 24.897 3668 3678 3697 rVB2 461233 1384582 83.39% 6.331%

Sum of corrected areas: 21868175
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061826.D

Acq On 2 Jul 2024 00:16
Operator : MA/JU

Sample 1 P2962-19

Misc :

ALS Vial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG061826.D\data.ms

1000000
800000

600000

8.751 10.47%Ol e
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9.938
3.875
200000
- 11.595
3 42154 B0RRRE.2005. 605113 6,601 7.130 7 8434 3aath 5" 015610.626 | 1115384, 1196302185 71
T ‘ T T T T T T T T

Time--> 350 4.00 450 5. 00 5. 50 6.00 6.50 7. 00 7 50 8 00 8 50 9.00 9.50 10. 00 10.50 11. 00 11. 50 12 00 12. 50
Abundance .
1200000 TIC: BG061826.D\data.ms
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Abundance :
NS TIC: BG061826.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061826.D

Acq On 2 Jul 2024 00:16
Operator : MA/JU

Sample 1 P2962-19

Misc :

ALS Vial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.728 3.44 ng/ul 90558 1,4-Dichlorobenzene-d4 8.052

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propancic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 39
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 39
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9

Abundance  Scan 75 (3.728 min): BG061826.D\data.ms (-70) (-) m/z 45.00 100.00%

45.0
5000 /&
[ T |
‘ 3.40 3.60 3.80 4.00
oy 829 1278 2237 809. ns; 43,00 14.84%
miz-> 50 100 150 200 250 300 I
Abundance #5316: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0
5000
3.40 3.60 3.80 4.00
m/z 61.00 4_36%
1\3"‘9“‘\“ \“‘ ‘\‘ \$9.0‘ L L ‘ T T T T ‘ T T T T ’ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #1093: (S)-(+)-1,2-Propanediol
43.0
A |
3.40 3.60 3.80 4.00
5000 m/z 43.95 3.05%
T \“\‘ \H‘ \‘ T T ‘ T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #343: Isopropyl Alcohol R
45.0 3.40 3.60 3.80 4.00
m/z 39.00 2.96%
5000
m/z--> 50 100 150 200 250 300 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061826.D

Acq On 2 Jul 2024 00:16
Operator : MA/JU

Sample 1 P2962-19

Misc :

ALS Vial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA .M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 2 1-Phenoxypropan-2-ol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.595 3.15 ng/ul 126316  Naphthalene-d8 10.867
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 90
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 90
Abundance Scan 1414 (11.595 min): BG061826.D\data.ms (-1408) (- | m/z  94.00 100.00%
94.0
5000
T l
!H H | BF%131 2048 3067 5048 1150
el d Ly 2131 2948 8907 S048 . m/z 77.00  22.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
5000 bl
11.50
m/z 65.00 19.30%
152.0
‘\%%lﬂ‘\‘\"\!“‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30125: 1-Phenoxypropan-2-ol
94.0
A‘MAM‘ A A‘AAA‘ ‘ 0
11.50
5000 m/z 45.00 18.96%
152.0
31.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30117: 1-Phenoxypropan-2-ol ag Lt d W Lp s
94.0 11.50
m/z 51.00 17.05%
5000
152.0
29,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061826.D

Acq On 2 Jul 2024 00:16
Operator : MA/JU

Sample 1 P2962-19

Misc :

ALS Vial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA .M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 3 (DEL) Alkane: Cyclic21.331 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.331 3.66 ng/ul 211690 Chrysene-d12 21.683
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclotriacontane 420 C30H60 000297-35-8 93
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 90
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 90
Abundance Scan 3071 (21.331 min): BG061826.D\data.ms (-3067) (- | m/z 57.00 100.00%
57.0
o L\AJ\W\/\/
- e
H 1ﬁr) * 210.0 2751 356.4 420.1 21.00 2150
A L STP 25 3564 4201 48825470y 43,10 77.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #313535: Cyclotriacontane
57.0
420.0
5000 — e
21.00 21.50
1f50 m/z 55.00 65.17%
T \‘ ‘ \‘1 1‘“ “\J\\J\ [L\L\ !l\h %\‘\'?‘9?“\9“‘\ \l\‘\3“6\‘3\ \O\l‘ T \ TT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
. e
21.00 21.50
5000 m/z 41.00 47 .43%
125.0
i i B2 e B0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #339188: Heneicosyl heptafluorobutyrate — —
57.0 21.00 21.50
m/z 83.10 46.23%
5000
125.0
b TR T e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070124\
Data File : BG061826.D

Acq On 2 Jul 2024 00:16
Operator : MA/JU

Sample 1 P2962-19

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG062024 .MA_M
Quant Title : SVOA 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]|
unknown-01 3.728 3.4 ng/ul 90558 1 8.052 526170 20.0
1-Phenoxypropan... 11.595 3.1 ng/ul 126316 2 10.867 802025 20.0

(DEL) Alkane: C... 21.331 3.7 ng/ul 211690 5 21.683 1156090 20.0
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