LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\

Data File : BP@11410.D

Acqg On : 12 Aug 2022 04:51

Operator : CG/JU

Sample : N4129-02

Misc :

ALS Vvial : 33  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 : @ Peak Location: TOP

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

Peak separation: 5

Method
Title
Signal
peak R.T. f

# min
1 3.e81
2 3.175
3 3.252
4 3,358
5 3.499
6 3.605
7 3.705
8 3.763
9 3.793
10 4.234
11 4.263
12 4.299
13  4.546
14  4.581
15 4.669
16 4.793
17 5.463
18 5.634
19 5.799
20 5.846
21  6.710
22 6.763
23 6.922
24 6.987
25 7.110
26 7.199
27 7.287
28 7.575
29 7.640
30 7.840
31 7.946
32 8.063
33 8.187
34  8.299
35 8.440
36 8.740

: TIC: BP@11410.D\data.ms
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725
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PK
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rvB8
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rvB2

rBv

peak
height
31207
8722
19970
9120
94933

7262
17363
7212
9024
20772

14983
2035993
15151
741347
4380

77294
7132
11553
3077
29247

11344
11428
370860
58164
204524

5426
34553
377026
30172
3436

7126

5790
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53728
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481642

corr.
area

147773

8144
26722
8928
10377
27644

14423
2753065
15663
1027085
5718

115537
14100
20195

5579
47400

19459
18509
572708
94496
317374

7870
53685
579553
53118
5342

13178

9264
16755
98555
33715

780412

14 ©3:53:25 2022

corr.
% max.

.30%
.97%
.32%
.38%
. 00%

.52%
.00%
.57%
.31%
.21%

. 20%
.51%
.73%
.20%
.72%

.71%
.67%
. 80%
3.43%
.53%

.29%
1.95%
.05%
1.93%
.19%

0.48%
0.34%
0.61%
3.58%
1.22%

28.35%

: Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP080822.M
: SVOA CALIBRATION
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acqg On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc :

ALS Vvial : 33  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 : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP080822.M
Title : SVOA CALIBRATION
37 8.846 991 996 1007 rVB 55572 94059  3.42% 0.363%
38 9.146 1042 1047 1055 rBV 12244 21770 ©0.79% 0.084%
39 9.457 1093 1100 1118 rBV 312487 512372 18.61% 1.976%
40 9.993 1181 1191 1208 rBV 390066 675946 24.55% 2.606%
41 10.151 1211 1218 1229 rVV2 78863 152622 5.54% 0.589%
42 10.275 1233 1239 1247 rVV2 13023 28340 1.03% 0.109%
43 10.363 1247 1254 1266 rVB 500000 797850 28.98%  3.077%
44 10.528 1274 1282 1289 rBvV2 22221 43397 1.58% 0.167%
45 11.198 1390 1396 1402 rBvV2 3243 6797 ©.25% 0.026%
46 11.304 1407 1414 1425 rVB 30722 56012 2.03% 0.216%
47 11.410 1425 1432 1443 rBV 86613 170318 6.19% 0.657%
48 11.651 1463 1473 1482 rBV6 24178 61719 2.24% 0.238%
49 11.845 1500 1506 1514 rVB2 35538 58542 2.13% 0.226%
50 11.975 1519 1528 1534 rVB5 6242 13933 0.51% 0.054%
51 12.087 1541 1547 1554 rBV3 26694 42665 1.55% 0.165%
52 12.351 1587 1592 1596 rBV7 5843 10918 0.40% 0.042%
53 12.645 1630 1642 1653 rBv4 79423 197376 7.17% 0.761%
54 12.922 1685 1689 1693 rBV6 6203 10596 ©.38% 0.041%
55 13.039 1702 1709 1716 rBV5S 7964 15057 ©.55% 0.058%
56 13.228 1735 1741 1748 rBV 50128 81385 2.96% 0.314%
57 13.675 1803 1817 1825 rBV 1089052 1472958 53.50% 5.680%
58 13.751 1825 1830 1835 rVV 72782 121236 4.40% 0.467%
59 13.810 1836 1840 1850 rVB3 28747 52258 1.90% 0.202%
60 13.939 1855 1862 1872 rBV 483149 705939 25.64% 2.722%
61 14.181 1897 1903 1908 rBV7 11617 20289 0.74% 0.078%
62 14.251 1908 1915 1923 rBV 693612 1013136 36.80% 3.907%
63 14.381 1933 1937 1942 rVBS8 4572 6506 0.24% 0.025%
64 14.492 1948 1956 1966 rBV2 27328 76729  2.79%  0.296%
65 14.581 1969 1971 1974 rVvv3 6313 8247 0.30% 0.032%
66 14.616 1974 1977 1985 rVB1lo 5166 10488 0.38% 0.040%
67 14.751 1994 2000 2005 rBV7 15347 25277 ©.92% 0.097%
68 14.810 2005 2010 2017 rVB2 48762 70468 2.56% 0.272%
69 14.922 2023 2029 2031 rBV7 4502 7650 0.28% 0.029%
70 15.104 2056 2060 2071 rVB5 23745 42947 1.56% ©.166%
71 15.251 2078 2085 2102 rBV 1123110 1661383 60.35% 6.406%
72 15.386 2102 2108 2122 rVV 383992 555730 20.19% 2.143%
73 15.492 2123 2126 2131 rVB3 9936 13508 0.49% 0.052%
74 15.739 2160 2168 2173 rBV7 10431 21932 0.80% ©0.085%
75 15.951 2198 2204 2215 rBv4 30491 79424  2.88% 0.306%
76 16.045 2218 2220 2226 rVV6 4799 7248 0.26% 0.028%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acqg On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc :

ALS Vvial : 33  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 : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP080822.M
Title : SVOA CALIBRATION
77 16.139 2229 2236 2240 rVVi1e 4408 10027 0.36% 0.039%
78 16.504 2295 2298 2304 rvVB3 5673 7501 0.27% 0.029%
79 16.675 2323 2327 2335 rVB2 22278 36904 1.34% 0.142%
80 16.904 2362 2366 2373 rBV2 17354 23770 0.86% 0.092%
81 17.022 2380 2386 2396 rBV 843465 1166636 42.38% 4.499%
82 17.122 2396 2403 2414 rVV3 1150402 1723834 62.62% 6.647%
83 17.210 2415 2418 2423 rVV3 19689 38782 1.41% 0.150%
84 17.275 2423 2429 2447 rVB2 83853 172627 6.27% 0.666%
85 17.486 2462 2465 2473 rVB8 6708 10935 0.40% 0.042%
86 17.586 2479 2482 2489 rVB3 7711 10173 0.37% 0.039%
87 17.845 2523 2526 2530 rvw4 6844 10257 ©.37% 0.040%
88 17.951 2536 2544 2548 rBV 61173 102986 3.74% 0.397%
89 18.251 2590 2595 2599 rBV5 10815 21558 0.78% 0.083%
90 18.404 2616 2621 2627 rBvV2 47836 74198 2.70% 0.286%
91 18.539 2642 2644 2652 rVB9 4917 8287 0.30% 0.032%
92 18.663 2662 2665 2667 rBV4 5712 7448 0.27% 0.029%
93 18.716 2670 2674 2680 rVB7 22766 37162 1.35% 0.143%
94 18.957 2712 2715 2722 rVB3 14945 19764 ©.72% 0.076%
95 19.033 2723 2728 2737 rBV5 37936 89729  3.26% 0.346%
96 19.386 2782 2788 2797 rBV 1525869 1968005 71.48% 7.589%
97 20.580 2987 2991 2997 rBV3 54235 75003  2.72%  0.289%
98 21.151 3083 3088 3099 rBV 1008088 1327537 48.22% 5.119%
99 23.309 3449 3455 3463 rBV 920398 1669952 60.66% 6.439%
100 23.457 3474 3480 3490 rVB2 664244 1279609 46.48% 4.934%

Sum of corrected areas: 25933604

SFAM-EPA-BPO80822.M Sun Aug 14 03:53:25 2022 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acq On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP011410.D\data.ms
2000000 4.299

1500000

1000000
4.581

8.740 10.363

. 9.993
6.922 7.575 9457
7. 110

@gﬁu WB° 5 mu é@? St a0 84&146[\ Uiheson  aigife

o T T T L ’ L ‘ L ‘ T T T ‘ L ‘ T T T L T T T T LI \A L T T T T T T ‘ T T T ’ L ‘ L ‘ T T T
Time--> 3.00 3. 50 400 450 500 550 6.00 6. 50 7. 00 7. 50 8. 00 8. 50 9. OO 9.50 10.00 10.50 11.00 11. 50
Abundance TIC: BP011410.D\data.ms

2000000

500000

19.386
1500000

13.675 15.251 17.122

1000000
17.022

14.251
13.939

500000 386

s 495 145s8Bl5 6 BOATE 90K 210 mﬁ@w@@/

b AN R -
\\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Otﬁ@mz 391 12104828 /8104,

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP011410.D\data.ms

2000000

1500000

21.151 23.309
1000000 3457
500000
.580
O\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\

Time--> 2050 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acq On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,299 95.01 ng/ul 2753070  1,4-Dichlorobenzene-d4 7.575

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 45
2 3-Pentanol 88 C5H120 000584-02-1 42
3 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 42
4 2-Propanol, 2-methyl- 74 C4H1e0 000075-65-0 40
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 38
Abundance Scan 223 (4.299 min): BP011410.D\data.ms (-218) (-) m/z 58.95 100.00%
59.0
5000

SR | C—
! 4.00 4.20 4.40 4.60
el 134.7193.6 2679 3550413.1 487.0549- /7 43.00  53.46%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4866: 3-Hydroxy-3-methyl-2-butanone
59.0
5000 L L L L B B R
4.00 4.20 4.40 4.60
m/z 41.10 18.98%
O‘\J\Afg"’ \\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #2348: 3-Pentano
59.0
R AREEEEEREEESLE
4.00 4.20 4.40 4.60
5000 ITI/Z 107.00 14.75%
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl-  ARAREEEEEEEEE IR
59.0 4.00 4.20 4.40 4.60
m/z 39.05 8.20%
5000
R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.00 4.20 4.40 4.60
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
BP@11410.D

Aug 2022 04:51

: CG/JU
: N4129-02

. 33

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 Butane, 2,3-dichloro-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
4,581 35.44 ng/ul 1027090 1,4-Dichlorobenzene-d4 7.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2,3-dichloro-2-methyl- 140 C5H1eCl2 000507-45-9 86
2 Butane, 2,3-dichloro-2-methyl- 140 C5H1eCl12 000507-45-9 78
3 Benzo-1,2,3-triazin-4(3H)-one, 3... 162 C7H6N40 041225-81-4 40
4 Propane, 2-bromo-1-chloro- 156 C3H6BrCl 003017-95-6 37

5 Propane, 1,1,2-trichloro-2-methyl- 160 C4H7C13 029559-52-2 33

Abundance Scan 271 (4.581 min): BP011410.D\data.ms (-266) (-) m/z 76.95 100.00%
71.0
5000
T
‘H | 4.20 4.40 4.60 4.80 5.00
ol iil| } 1411 220.5279.1340.9 4136 490.65491 1/, 41.e0 87.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20876: Butane, 2,3-dichloro-2-methyl-
71.0
5000 T T I T[T T T[T TTTT 1
4.20 4.40 4.60 4.80 5.00
m/z 69.05 46.61%
O\\h‘f“{h\‘h‘\ !l"\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20872: Butane, 2,3-dichloro-2-methyl-
77.0
T e
4.20 4.40 4.60 4.80 5.00
5000 m/z 78.95 31.76%
ol g
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38357: Benzo-1,2,3-triazin-4(3H)-one, 3-amino- R Ra R o ARA
77.0 4.20 4.40 4.60 4.80 5.00
m/z 39.00 30.28%
5000
il 162.0
O e e e e e s e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acq On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc

ALS vial : 33

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 unknown-02 Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
4.793 3.99 ng/ul 115537 1,4-Dichlorobenzene-d4 7.575
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetamide, N-phenyl- 135 C8HONO 000103-84-4 17
2 Propanoic acid, 3-chloro- 108 C3H5C102 000107-94-8 9
3 5-Amino-4-cyano-1-(2,6-dichlorop... 338 C14H16C12N4Si 1000505-14-6 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 1,3-Dioxolane, 2-(chloromethyl)- 122 C4H7C102 002568-30-1 9

Abundance Scan 307 (4.793 min): BP011410.D\data.ms (-302) (-)
73.0

m/z 73.00 100.00%

5000
e i e
l‘ ’\146820702670 341.8 430.0 515.0 440 4.60 4.80 5.00 5.20
Ol Ml L S e L AR Y S0P A2 m/z 92.95  73.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17805: Acetamide, N-phenyl-
03.0
5000 [T T T T [T T T [T T T TTT
4.40 4.60 4.80 5.00 5.20
m/z 43.00 57.94%
15-0\‘ |
O‘\‘\\‘1"\\lWf‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5888: Propanoic acid, 3-chloro-
73.0

4.40 4.60 4.80 5.00 5.20
5000 m/z 54.95 52.46%

14-Lmll

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

Abundance #245409: 5-Amino-4-cyano-1-(2,6-dichlorophenyl)-3-metf [T T e
73.0 4.40 4.60 4.80 5.00 5.20

823.0 m/z 57.08  37.35%

o

5000

145.0
0 J‘um’mhun 2390 \\L||

bbb e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acq On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 unknown-03 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.987 3.26 ng/ul 94496  1,4-Dichlorobenzene-d4 7.575

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 10
2 Ergost-7-en-3-0l 400 C28H480 116179-22-7 10
3 Campesterol 400 C28H480 000474-62-4 10
4 Stigmastanol, acetate 458 C31H5402 002364-21-8 10
5 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 Cl@H16 007785-26-4 9
Abundance Scan 680 (6.987 min): BP011410.D\data.ms (-676) (-) m/z 92.95 100.00%
5000
Rmaas e A RREE
”\ ’ 290.7280.6 6.60 6.80 7.00 7.20 7.40
oMl L] 1590220.72806 352.6 4422 8130 ./, 43.00 97.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000
414.0 6.60 6.80 7.00 7.20 7.40
m ‘ 2130 3030 m/z 107.00  47.00%
O‘\\J\ \“ \“““H“"mmm‘“lJ“ J'J‘}} \\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #302697: Ergost-7-en-3-ol
43.0
e
400.0 6.60 6.80 7.00 7.20 7.40
107.0 m/z 56.95 44.42%
5000 2550 /
R e N T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #302694: Campesterol
43.0 6.60 6.80 7.00 7.20 7.40
m/z 94.90 34.12%
5000 105.0
400.0
HH 213.0 289.0
o_“”‘”‘,m\‘” RSB Nl B S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acq On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 unknown-04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.846 3.25 ng/ul 94059  1,4-Dichlorobenzene-d4 7.575

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Chloro-2,5-difluorobenzene 148 C6H3C1F2 002367-91-1 40
2 Benzene,1-chloro-3,5-difluoro- 148 C6H3C1F2 001435-43-4 38
3 2-Fluoro-5-hydroxypyridine 113 C5H4FNO 055758-32-2 38

4 3-Fluoro-4-pyridinol 113 C5H4FNO 022282-73-1 38
5 1-Chloro-2,4-difluorobenzene 148 C6H3C1F2 001435-44-5 38

Abundance Scan 996 (8.846 min): BP011410.D\data.ms (-991) (-) m/z 113.00 100.00%

118.0

S

5000
54.0
REEmaE L e
‘ 8.60 8.80 9.00 9.20
OLrobulal. |} 207.9267.0326.7 _417.2475.3534.9 1/, 148.05 56.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26658: 1-Chloro-2,5-difluorobenzene
148.0
5000 L B I I I LA B
8.60 8.80 9.00 9.20
63.0 m/z 54.00 32.90%
O‘\\\‘l\'}”\“\‘\\“\‘“‘\lu\ T T T T T T[T T [ TT T T[T T T[T T T T[T T T T[T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #26659: Benzene,1-chloro-3,5-difluoro-
148.0
B ARREREE R
8.60 8.80 9.00 9.20
5000 m/z 82.00 27.88%
63.0
Ol b plbbiy e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7766: 2-Fluoro-5-hydroxypyridine R e RN R
113.0 8.60 8.80 9.00 9.20
m/z 81.00 19.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acq On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 unknown-05 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.151 3.83 ng/ul 152622  Naphthalene-d8 10.363
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nitrobenzene-D5 128 C6D5N02 004165-60-0 25
2 (5-Bromothiophen-3-yl)methanol 192 C5H5Bros 073919-88-7 25
3 Pyrrol-2-one 81 C4H3NO 1010436-46-3 22
4 But-2-enedioic acid, dimethyl ester 144 C6H804 023055-10-9 14
5 4-Methylamino-2(5H)-furanone 113 C5H7NO2 1000427-45-5 14

Abundance Scan 1218 (10.151 min): BP011410.D\data.ms (-1211) (-} | m/z 113.85 100.00%

113.1
54.0
5000 192.0

I —
’ ‘ 10 00 10.50
Lol |

”1,“'1,,280937034740546‘ m/z 54.00 62.19%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13832: Nitrobenzene-D5
82.0

5000
10 00 10 50
m/z 82.00 57.76%

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67083: (5-Bromothiophen-3-yl)methanol
118.0
102.0 10 00 10 50
’ m/z 192.00 42.38%
5000|450 /
OJW'L"‘,VHL,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1268: Pyrrol-2-one —— =
54.0 10.00 10.50

m/z 194.00  33.44%

5000 ﬂ
0 L I

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10 00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acq On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc

ALS vial : 33

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 unknown-06 Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
11.410 4.27 ng/ul 170318 Naphthalene-d8 10.363
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Bicyclo[2.2.1]hept-5-ene-2-carbo... 119 C8HOSN 002890-96-2 46
2 Dicyclopentadiene 132 C10H12 000077-73-6 43
3 Bicyclo[2.2.1]hept-5-ene-2-carbo... 119 C8HO9N 000095-11-4 43
4 4,7-Methano-1H-inden-1-one, 2,3,... 148 C10H120 086105-40-0 43
5 2-Norbornene 94 C7H10 000498-66-8 43

Abundance Scan 1432 (11.410 min): BP011410.D\data.ms (-1425) (- m/z 66.00 100.00%
66.0 210.8

5000

146.9 LT

11.50
"Hl““:J'-V"W“Mun‘H”M o 280.9342.1 410.1 4758 540.5 /7 210.85  96.79%

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

o

Abundance  #10401: Bicyclo[2.2.1]hept-5-ene-2-carbonitrile, exo-
66.0

5000 ‘
11.50
m/z 208.90  84.02%
O‘\\“\\\“h\‘\n\\J“\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16105: Dicyclopentadiene
66.0 /\
—== ‘
11.50
5000 m/z 64.00 30.39%

132.0

L] \

Pt e
SRR \ \ \ \ \ \ \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10400: Bicyclo[2.2.1]hept-5-ene-2-carbonitrile e
66.0 11.50

m/z 101.95  29.08%

o

5000

0t e e e e e —=
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

SFAM-EPA-BP080822.M Sun Aug 14 ©3:53:36 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acq On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 unknown-07 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.645 3.90 ng/ul 197376  Acenaphthene-di10 14.251
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 11
2 2-Propenoic acid, 3-bicyclo[2.2.... 164 C10H1202 015222-64-7 11
3 4-Bromo-2,6-dichloro-3-methylani... 253 C7H6BrCl2N 062406-68-2 11
4 3-Butenenitrile, 3-chloro- 101 C4HACIN 021031-46-9 11
5 3,4-Dibromo-5-fluoropyridine 253 C5H2Br2FN 1260843-59-1 11
Abundance Scan 1642 (12.645 min): BP011410.D\data.ms (-1630) (- m/z 254.90 100.00%
254.9
66.0
5000
133.9
—— —
Uil ks
0l bl 14998, | 327.3 308546135211 1/, 65 95  71.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #442: 1-Buten-3-yne, 2-methyl-
66.0
5000 “““*A* o 1
12.50 13.00
m/z 98.85 57.48%
O‘\\“\‘\‘!\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39461: 2-Propenoic acid, 3-bicyclo[2.2.1]hept-5-en-2-yI-
66.0
—— —
12.50 13.00
5000 m/z 199.90 56.46%
\ \ 164.0
o e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139702: 4-Bromo-2,6-dichloro-3-methylaniline — ——
255.0 12.50 13.00
m/z 197.90  55.77%
5000 174.0
75.0 \ ’
015-°A‘“w"\"nﬂ“'i'"*"',l\, — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acq On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 unknown-08 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.751 2.39 ng/ul 121236  Acenaphthene-di0 14.251
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Quinazoline, 6-bromo-2-chloro- 242 C8H4BrCI1N2 882672-05-1 43
2 2-Bromo-4,6-dichlorophenol 240 C6H3BrC120 004524-77-0 38
3 2H-1-Benzopyran-2-one, 3-(2-amin... 244 C12H8N202S 061636-28-0 27
4 Phenazine, 2-chloro-8-methoxy- 244 C13H9CIN20 018450-08-3 12
5 Hexanoic acid, 2-chloroethyl ester 178 C8H15C102 1000330-92-7 12

Abundance Scan 1830 (13.751 min): BP011410.D\data.ms (-1825) (- m/z 243.90 100.00%

248.9
99.0
5000

380‘ 179.8 1350 14.00

by ‘HM‘Ummww‘3““9‘-9‘4‘1‘4-‘3“‘Hﬁ%‘?-ﬁ“ m/z 98.95 64.94%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126613: Quinazoline, 6-bromo-2-chloro-
244.0
75.0
—— e

5000
13.50 14.00
154.0 m/z 241.85 58.48%

i WLML“ | 4l
\\\\‘!\\1‘\!!\‘\WT\‘TW\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #124057: 2-Bromo-4,6-dichlorophenol
242.0

o

o

97.0 — -
13.50 14.00
5000 m/z 245.90 41.18%
‘ ’ 178.0

OH‘\‘ﬁn“uh l\ull‘.‘nll“““ﬂ‘d“ \“"“HH‘HH‘HH‘HH‘HH“

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127819: 2H-1-Benzopyran-2-one, 3-(2-amino-4-thiazoly| — o
244.0 13.50 14.00

m/z 64.00  36.15%

5000
102.0
‘ 174.0
h“crh‘m \I‘ ul. ‘\ “ L

m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acq On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc

ALS Vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 unknown-09 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.275 2.96 ng/ul 172627  Phenanthrene-di10 17.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Amino-1,4-dihydro-quinoxaline-... 177 C8H7N302 076097-87-5 38
2 1-Methoxy-3-chloromethyl-2,4,5,6... 212 C12H17Cl0 073942-80-0 27
3 Phthalic acid, ethyl tridec-2-yn... 372 C23H3204 1000315-43-5 27
4 Benzofuran-2-one, 4-amino-2,3-di... 177 C10H11NO2 1000129-51-7 27
5 4-Pyrimidinamine, 5-(2-thienyl)- 177 C8H7N3S 058758-95-5 22

Abundance Scan 2429 (17.275 min): BP011410.D\data.ms (-2423) (- m/z 177.10 100.00%

17v.1
5000

-

8 | o | ‘ 17.00 17.50

ol ey Lidh L, | 2810 3551 421647795360 /) 149 05 s50.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #52149: 5-Amino-1,4-dihydro-quinoxaline-2,3-dione
177.0
5000 I
94.0 17.00 17.50

m/z 160.05 40.73%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #89532: 1-Methoxy-3-chloromethyl-2,4,5,6-tetramethylbe
177.0

o

17 00 17 50
5000 m/z 146.00 36.02%
41.0 119. 0\ ‘
0 HMW”“HM%W*H*\H*W*H*M*H\H*W**H\H*W*H*w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #281487: Phthalic acid, ethyl tridec-2-yn-1-yl ester
149.0 17 00 17 50

m/z 212.00  33.96%

5000
79.0

Wouuw |
L L L L L L L L L L L L BN R

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17 00 17 50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP081122\
Data File : BP@11410.D

Acqg On : 12 Aug 2022 04:51
Operator : CG/JU

Sample : N4129-02

Misc

ALS vial : 33  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP080822.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 4.299 95.0 ng/ul 2753070 1 7.575 579553 20.0
Butane, 2,3-dic... 4.581 35.4 ng/ul 1027090 1 7.575 579553 20.0
unknown-02 4.793 4.0 ng/ul 115537 1 7.575 579553 20.0
unknown-03 6.987 3.3 ng/ul 94496 1 7.575 579553 20.0
unknown-04 8.846 3.3 ng/ul 94059 1 7.575 579553 20.0
unknown-05 10.151 3.8 ng/ul 152622 2 10.363 797850 20.0
unknown-06 11.410 4.3 ng/ul 170318 2 10.363 797850 20.0
unknown-07 12.645 3.9 ng/ul 197376 3 14.251 1013140 20.0
unknown-08 13.751 2.4 ng/ul 121236 3 14.251 1013140 20.0
unknown-09 17.275 3.0 ng/ul 172627 4 17.022 1166640 20.0
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