LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acqg On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc :

ALS Vvial : 18 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-BP©32823.M
Title : SVOA CALIBRATION

Signal : TIC: BPO14496.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.423 35 40 59 rVB 1843127 2706457 16.67% 2.556%
2 3.823 105 108 119 rBV 311202 532001 3.28% 0.502%
3 4.217 176 175 179 rW 334050 438169 2.70% 0.414%
4 4.599 233 240 248 rBV 414436 664328 4.09% 0.627%
5 5.722 427 431 439 rBV 254037 392588 2.42% 0.371%
6 6.270 513 524 531 rBV 104436 198474 1.22% 0.187%
7 6.952 635 640 649 rVB3 120633 210156 1.29% 0.198%
8 7.181 668 679 691 rBV 267254 584663 3.60% 0.552%
9 7.334 698 705 712 rBV 598974 946635 5.83% 0.894%
10 7.464 720 727 734 rBV4 103483 236778 1.46% 0.224%
11  7.540 734 740 747 rVW 648399 1084028 6.68% 1.024%
12 8.005 814 819 827 rVwV 655277 1051615 6.48% 0.993%
13 8.093 828 834 843 rVB3 137097 319894 1.97% 0.302%
14 8.740 937 944 950 rVWW 736531 1295740 7.98% 1.224%
15 8.805 950 955 967 rVB6 79307 198254  1.22% 0.187%
16 8.934 969 977 982 rVB4 63635 137787 ©.85% 0.130%
17 9.016 982 991 1001 rBV 9429957 16238470 100.00% 15.334%
18 9.122 1004 1009 1014 rVW 236252 439524  2.71%  0.415%
19 9.187 1014 1020 1028 rVV 839214 1503899 9.26% 1.420%
20 9.258 1028 1032 1037 rVW5 45792 104281 0.64% ©0.098%
21  9.387 1048 1054 1060 rvB3 118173 218160 1.34% 0.206%
22 9.534 1073 1079 1085 rBvV4 157365 308699 1.90% 0.292%
23 9.658 1093 1100 1107 rBV2 189216 370736  2.28% 0.350%
24  9.734 1108 1113 1116 rBV2 67657 109741 0.68% 0.104%
25 9.910 1137 1143 1155 rVB2 684296 1252930 7.72% 1.183%
26 10.034 1155 1164 1169 rBV3 167361 412518 2.54% 0.390%
27 10.093 1169 1174 1185 rVB 249826 491043 3.02% 0.464%
28 10.240 1192 1199 1206 rVB6 91294 200108 1.23% 0.189%
29 10.369 1213 1221 1230 rVB5 278238 667956 4.11% 0.631%
30 10.463 1230 1237 1254 rVB2 951736 2438798 15.02% 2.303%
31 10.610 1256 1262 1270 rBV5 88400 232586 1.43% 0.220%
32 10.769 1284 1289 1293 rBV 149965 226018 1.39% 0.213%
33 10.828 1293 1299 1305 rWV 953376 1614509 9.94% 1.525%
34 10.881 1305 1308 1313 rVV2 87902 123609 ©.76% 0.117%
35 10.975 1316 1324 1334 rVV2 923095 1945601 11.98% 1.837%
36 11.093 1339 1344 1355 rVvVv8 77572 243992 1.50% 0.230%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acqg On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc :

ALS Vvial : 18 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-BP©32823.M
Title : SVOA CALIBRATION
37 11.181 1356 1359 1367 rVB8 68891 143905 ©0.89% 0.136%
38 11.269 1368 1374 1377 rBVv4 76374 152828 ©.94% 0.144%
39 11.416 1393 1399 1404 rBV6 87187 197742 1.22% 0.187%
40 11.663 1435 1441 1443 rBv4 98460 209503 1.29% 0.198%
41 11.816 1462 1467 1474 rVB7 114915 240477 1.48% 0.227%
42 12.034 1500 1504 1514 rVB3 145910 301543 1.86% 0.285%
43 12.181 1521 1529 1533 rBVY 280000 495131 3.05% 0.468%
44 12.228 1534 1537 1542 rVB4 94555 145363 ©.90% 0.137%
45 12.287 1542 1547 1549 rBv2 93823 139192 0.86% 0.131%
46 12.340 1549 1556 1562 rVV 2509370 4067236 25.05% 3.841%
47 12.399 1563 1566 1568 rVV2 116882 177643 1.09% 0.168%
48 12.440 1568 1573 1585 rVB 545420 1110140 6.84% 1.048%
49 12.552 1588 1592 1602 rVB8 117318 255774 1.58% 0.242%
50 12.822 1633 1638 1644 rVB 237854 369324  2.27% 0.349%
51 12.922 1652 1655 1660 rVB3 94975 144145 0.89% 0.136%
52 13.052 1673 1677 1684 rVB7 131510 234073 1.44% 0.221%
53 13.387 1731 1734 1742 rVB8 78378 151565 ©.93% 0.143%
54 13.463 1743 1747 1751 rBv4 108682 168889 1.04% 0.159%
55 13.716 1786 1790 1797 rVB2 199511 320063 1.97% 0.302%
56 14.069 1845 1850 1859 rVB 2062059 3014638 18.56% 2.847%
57 14.357 1893 1899 1906 rBV 2055198 3194714 19.67% 3.017%
58 14.493 1918 1922 1925 rBV 212715 284405 1.75% 0.269%
59 14.587 1933 1938 1943 rBV2 698820 973127 5.99% 0.919%
60 14.663 1945 1951 1958 rVB 1449160 2177767 13.41% 2.056%
61 14.934 1993 1997 2002 rBV3 171665 294286 1.81% 0.278%
62 15.269 2050 2054 2060 rVB5 191460 328579 2.02% 0.310%
63 15.404 2073 2077 2080 rBV 266725 359493  2.21% ©.339%
64 15.657 2114 2120 2126 rVB 2732810 3795827 23.38% 3.584%
65 15.787 2138 2142 2146 rBV 427217 591971 3.65% ©.559%
66 15.822 2146 2148 2156 rVB3 134228 247592 1.52% 0.234%
67 15.922 2161 2165 2172 rBV2 366977 604531 3.72% 0.571%
68 16.022 2178 2182 2193 rVB 513784 842288 5.19% 0.795%
69 16.122 2195 2199 2204 rBv4 151283 237058 1.46% 0.224%
70 16.192 2205 2211 2215 rBV 2803849 3930777 24.21% 3.712%
71 16.340 2233 2236 2239 rBV2 122453 166659 1.03% 0.157%
72 16.387 2240 2244 2249 rVWV 481832 742517 4.57% 0.701%
73 16.516 2263 2266 2269 rVV 119769 148494 0.91% 0.140%
74 16.551 2270 2272 2276 rVB2 122237 146573 ©.90% 0.138%
75 16.704 2292 2298 2304 rBV 1803580 2572357 15.84% 2.429%
76 16.963 2339 2342 2348 rBV 157836 180335 1.11% ©.170%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acqg On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc :

ALS Vvial : 18 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-BP©32823.M

Title : SVOA CALIBRATION

77 17.422 2416 2420 2430 rVB 1878407 2781632 17.13% 2.627%
78 17.522 2432 2437 2443 rVV2 2916476 4146865 25.54% 3.916%
79 18.298 2564 2569 2577 rBV 1214759 1778635 10.95% 1.680%
80 18.504 2601 2604 2610 rBV2 138019 186433 1.15% 0.176%
81 18.598 2616 2620 2625 rVB2 279704 375842  2.31% 0.355%
82 18.845 2659 2662 2669 rVB 313247 399740 2.46% 0.377%
83 19.057 2694 2698 2702 rVB 677542 832602 5.13% 0.786%
84 19.386 2750 2754 2756 rBV = 283741 405545  2.50%  ©.383%
85 19.451 2763 2765 2769 rVB 155700 148010 ©.91% 0.140%
86 19.522 2773 2777 2786 rBV 371889 511900 3.15% 0.483%
87 19.757 2812 2817 2821 rVB 3625976 4753707 29.27% 4.489%
88 19.804 2821 2825 2831 rVB 512116 706674  4.35%  0.667%
89 20.051 2864 2867 2875 rVB 257250 395263 2.43% 0.373%
90 20.245 2897 2900 2903 rVB 168644 172653 1.06% 0.163%
91 20.728 2979 2982 2986 rVB2 335836 335910 2.07% 0.317%
92 21.116 3044 3048 3056 rBV 857560 1375251 8.47% 1.299%
93 21.186 3056 3060 3066 rVB 1130869 1401656 8.63% 1.324%
94 21.51@ 3111 3115 3120 rVB 2087253 2661251 16.39% 2.513%
95 21.628 3133 3135 3143 rVB 321021 365571  2.25%  0.345%
96 22.104 3214 3216 3220 rVB2 243565 255806 1.58% 0.242%
97 22.627 3302 3305 3308 rBV 204620 246253 1.52% 0.233%
98 22.775 3326 3330 3336 rVB 760786 1079674 6.65% 1.020%
99 23.863 3509 3515 3530 rVB2 2051279 4202488 25.88% 3.968%
100 24.027 3538 3543 3557 rVB2 1123429 2380869 14.66%  2.248%

Sum of corrected areas: 105899499
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 03 Apr 2023 20:21
: CG/JU
: 02093-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
BP014496.D

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP014496.D\data.ms
9.016
8000000
6000000
4000000
2000000 3-423
3.823 4.217 4.599 7,334540 8.005 8.140 9'1;; 993'9@@10 210'46:10&975“! 66
) ) ] 5.722 18 Mm«/w
O \\‘\\\\’\\\\‘/\\\\\‘\\\\‘\\/L\\‘\G\.z\?\o’\\\el\g“sé/\\jﬁ%é‘ﬁﬁ\\\%9\\9\3\\‘\i'r‘%j@\\.‘\\'\\‘.ﬁn\\\‘\\\%\\é
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP014496.D\data.ms
8000000
6000000
19.757
4000000
15.657 16.192 17.522
12.340
14.069.357
2000000 14.663
‘ 19.057
14.587 ; . 804
) ABIEHPHA0.587 | .845| 19 .061245
2] '445033-2%233383@-716 493 14.9325126404 15,8205 1140 B0, 16.963 e et
e T
Time--> 12.00 12550 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP014496.D\data.ms
8000000
6000000
4000000
21.510 23863
2000000 22775 4.027
21.628 22.104 )
oo 22 22.62 o
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
BP014496.D

: 03 Apr 2023 20:21
: CG/JU
: 02093-12

: 18 Sample Multiplier: 1

Quant Title

TIC Library

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.M

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 1 Paraldehyde Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
4.217 8.33 ng/ul 438169 1,4-Dichlorobenzene-d4 8.005
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Paraldehyde 132 C6H1203 000123-63-7 83
2 Paraldehyde 132 C6H1203 000123-63-7 83
3 Paraldehyde 132 C6H1203 000123-63-7 83
4 Paraldehyde 132 C6H1203 000123-63-7 74
5 Propane, 2,2'-[ethylidenebis(oxy... 146 C8H1802 004285-59-0 56
Abundance Scan 175 (4.217 min): BP014496.D\data.ms (-170) (-) m/z 45.00 100.00%
45.0
5000
Ramas e R
17.0 3.80 4.00 4.20 4.40 4.60
ol b b 2091 28213420 4315 5087 m/z 43.00  48.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16353: Paraldehyde
45.0
5000
3.80 4.00 4.20 4.40 4.60
m/z 89.00 17.41%
| 17.0
O ‘\\11‘1\\f‘\‘l!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16355: Paraldehyde
45.0
Rmmas e AR
3.80 4.00 4.20 4.40 4.60
5000 m/z 87.00 9.93%
17.0
o —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16351: Paraldehyde ST
45.0 3.80 4.00 4.20 4.40 4.60
m/z 117.00 6.54%
5000
’ 17.0
e i o L e A H e PR e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\

Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21

Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 2 1,3-Oxathiolane Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
4,599 12.63 ng/ul 664328 1,4-Dichlorobenzene-d4 8.005
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Oxathiolane 90 C3H60S 002094-97-5 91
2 1,3-Oxathiolane 90 C3H60S 002094-97-5 64
3 Hydrazinecarboxylic acid, methyl... 9@ C2H6N202 006294-89-9 59
4 Thiourea, methyl- 90 C2H6N2S 000598-52-7 50
5 Hydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 38

Abundance Scan 240 (4.599 min): BP014496.D\data.ms (-233) (-)
60.0

m/z 60.00 100.00%

5000

2070 4.20 4.40 4.60 4.80 5.00
ol 4 14782070 282.8 3569 4301 5040  m/z 89.95 94.86%

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

Abundance #2559: 1,3-Oxathiolane
60.0
5000 [T T T T T T T T T T
4.20 4.40 4.60 4.80 5.00
m/z 45.00 65.33%
O‘\\h\“‘\i’ H“HH’\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\H\‘\

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

Abundance #2558: 1,3-Oxathiolane
90.0
REREE o
4.20 4.40 4.60 4.80 5.00
5000 m/z 58.95 64.19%
29. ‘
o_‘“‘ﬂ,m S S S

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

Abundance #2513: Hydrazinecarboxylic acid, methyl ester
31.0 4.20 4.40 4.60 4.80 5.00

m/z 61.00  25.49%

5000 90.0

o —

m/z--> 0 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\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 3 N-Ethylmorpholine Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.722 7.47 ng/ul 392588 1,4-Dichlorobenzene-d4 8.005

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 N-Ethylmorpholine 115 C6H13NO 000100-74-3 93
2 N-Ethylmorpholine 115 C6H13NO 000100-74-3 91
3 N-Ethylmorpholine 115 C6H13NO 000100-74-3 91
4 4-Morpholinepropionitrile 140 C7H12N20 004542-47-6 64
5 2H-1,4-Oxazine-4-acetic acid, te... 145 C6H11NO3 1000362-53-0 59
Abundance Scan 431 (5.722 min): BP014496.D\data.ms (-427) (-) m/z 42.00 100.00%
42.0 100.1
5000
TR
‘ 5.40 5.60 5.80 6.00
Olprrrbli b Ll 19102508 340.9402.8 473.5536.0  n/; s57.00  95.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8820: N-Ethylmorpholine
57.0
5000 T[T T[T T T T TiTT]
115.0 5.40 5.60 5.80 6.00
m/z 100.05 89.77%
O‘\\‘L\l‘J\'l\I\ \\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8822: N-Ethylmorpholine
42.0
100.0
R R Bl
5.40 5.60 5.80 6.00
5000 m/z 56.00 31.10%
oJ“lJ",
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8821: N-Ethylmorpholine
42.0 5.40 5.60 5.80 6.00

m/z 115.10  24.91%

100.0 AJ\\
5000
0 AR AR

m/z--> 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

TIC Library : 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 4 unknown-01 Concentration Rank 30

R.T EstConc Area Relative to ISTD R.T.
6.269 3.77 ng/ul 198474  1,4-Dichlorobenzene-d4 8.005
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyanogen chloride 61 CCIN 000506-77-4 4
2 Methyl 2-hydroxy-2-methoxyacetate 120 C4H804 019757-97-2 4
3 Cyanogen chloride 61 CCIN 000506-77-4 4
4 1,3,5,7-Tetroxane 120 C4H804 000293-30-1 4
5 Propane, 2-fluoro-2-methyl- 76 CA4HSF 000353-61-7 2

Abundance Scan 524 (6.269 min): BP014496.D\data.ms (-513) (-) m/z 60.95 100.00%

61.0
5000
S RRARRE S
6.00 6.20 6.40 6.60
Olprrrdpd#126:0 193.0 267.0 35014149 5030 /7 91.85  5.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #364: Cyanogen chloride
61.0
5000 L L L B R
6.00 6.20 6.40 6.60
m/z 44.00 5.57%
O‘\‘\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10485: Methyl 2-hydroxy-2-methoxyacetate
61.0
R R
6.00 6.20 6.40 6.60
5000 m/z 88.85 2.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #365: Cyanogen chloride
61.0 6.00 6.20 6.40 6.60
m/z 61.95 2.44%
5000
]S — AA‘A%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Data Path :
Data File :
: 03 Apr 2023 20:21
: CG/JU

: 02093-12

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
BP014496.D

: 18 Sample Multiplier: 1

le

ry

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-

EPA-BPO32823.M

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 Guanidine, N,N,N',N'-tetram... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
6.952 4.00 ng/ul 210156 1,4-Dichlorobenzene-d4 8.005

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Guanidine, N,N,N',N'-tetramethyl- 115 C5H13N3 000080-70-6 53
2 1,3-Propanediamine, N-methyl- 88 C4H12N2 006291-84-5 40
3 1,3-Propanediamine, N-methyl- 88 C4H12N2 006291-84-5 40
4 Arginine 174 C6H14N402 000074-79-3 38
5 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 35
Abundance Scan 640 (6.952 min): BP014496.D\data.ms (-635) (-) m/z 43.95 100.00%
44.0
R R E R
11‘6'0 2080 262 | 660680 7.00 7.20
ob - Mhhig Ll 2080 28213411 43044900549 ./, 71 09 88.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8739: Guanidine, N,N,N',N'-tetramethyl-
44.0
5000 U L R R R B B
115.0 6.60 6.80 7.00 7.20
m/z 43.00 61.31%
O‘\\Hl\“‘\ \J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2229: 1,3-Propanediamine, N-methyl-
44.0
R E e RARRaRREE
6.60 6.80 7.00 7.20
5000 m/z 41.05 57.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2226: 1,3-Propanediamine, N-methyl- T
44.0 6.60 6.80 7.00 7.20
m/z 70.10 42.73%
- J\N
o..\m,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 1,3-Propanediamine, N-methyl-  Concentration Rank 25
R.T EstConc Area Relative to ISTD R.T.
7.464 4.50 ng/ul 236778 1,4-Dichlorobenzene-d4 8.005

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Propanediamine, N-methyl- 88 C4H12N2 006291-84-5 50
2 Guanidine, N,N,N',N'-tetramethyl- 115 C5H13N3 000080-70-6 45
3 1,3-Propanediamine, N-methyl- 88 C4H12N2 006291-84-5 43
4 2-Propenamide 71 C3H5NO 000079-06-1 37
5 1,2-Dimethyldiaziridine 72 C3H8N2 006794-95-2 27
Abundance Scan 727 (7.464 min): BP014496.D\data.ms (-720) (-) m/z 44.00 100.00%
44.0
- LML
116.0 \\\‘\\\\‘\\\\‘\\\\’\\\\
1 ‘ ’ 207.0 7.20 7.40 7.60 7.80

bbbl L 2000 2819 396.2414.9 48925480 /7 71.e0  97.76%

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

Abundance #2226: 1,3-Propanediamine, N-methyl-

44.0
5000 LU L R R B B B
7.20 7.40 7.60 7.80
\ m/z 41.05 45.37%
O‘\“\‘L‘J“L\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8739: Guanidine, N,N,N',N'-tetramethyl-
44.0
AR ARmmRamma e
7.20 7.40 7.60 7.80
5000 m/z 43.00 42.04%
115.0
o) —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2229: 1,3-Propanediamine, N-methyl-  ARAREmEEEEEE R
44.0 7.20 7.40 7.60 7.80
m/z 72.00 38.67%
) Kﬁxjxwmjfkmw\mvva
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21

Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.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 Propanenitrile, 2,2'-azobis... Concentration Rank 18

R.T EstConc Area Relative to ISTD R.T.
8.693  6.08 ng/ul 319894 1,4-Dichlorobenzene-d4  8.005
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Propanenitrile, 2,2'-azobis[2-me... 164 C8H12N4 000078-67-1 78
2 Tetramethylbutanedinitrile 136 C8H12N2 003333-52-6 78
3 Tetramethylbutanedinitrile 136 C8H12N2 003333-52-6 72
4 Propanenitrile, 2,2'-azobis[2-me... 164 C8H12N4 000078-67-1 59
5 Propanenitrile, 2,2'-azobis[2-me... 164 C8H12N4 000078-67-1 56

Abundance Scan 834 (8.093 min): BP014496.D\data.ms (-828) (-) m/z 69.05 100.00%
69.0

N

5000
R e A
H ‘}270 2081 2821 7.80 8.00 8.20 8.40
ol dlddutar= 2081 2821 3551 4413 5296 ./, 67.95 52.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40209: Propanenitrile, 2,2'-azobis[2-methyl-
69.0
5000 LN B B B B
7.80 8.00 8.20 8.40
m/z 41.00 42.49%
O‘\‘\A\‘\\l“\“}\1‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #18607: Tetramethylbutanedinitrile
69.0
D
7.80 8.00 8.20 8.40
5000 ITI/Z 54.00 29.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18612: Tetramethylbutanedinitrile T
69.0 7.80 8.00 8.20 8.40
m/z 39.00 25.15%
h JJUW/J\MM
O‘HﬂLJu%ﬁ‘du“H‘_"W"H‘H“_“W‘H“H“_‘H“  EARAREEaEETEE R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Benzenamine, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.016 308.83 ng/ul 16238500 1,4-Dichlorobenzene-d4 8.005

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 97
2 Benzenamine, 3-methyl- 107 C7HON 000108-44-1 97
3 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 97
4 Benzenamine, 3-methyl- 107 C7HOSN 000108-44-1 96
5 p-Aminotoluene 107 C7HON 000106-49-0 94
Abundance Scan 991 (9.016 min): BP014496.D\data.ms (-982) (-) m/z 106.10 100.00%
106.1
5000
e e
39.0 H 8.60 8.80 9.00 9.20 9.40
Obrthidy | 2088 2810332.6402.2460.95189 /7 107.16  88.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5843: Benzenamine, 3-methyl-
106.0
5000 I N RN R

8.60 8.80 9.00 9.20 9.40
m/z 77.00 20.52%

39.0 H
O‘\\"\Ll{l\‘“\\\I\l“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5846: Benzenamine, 3-methyl-
106.0
T T
8.60 8.80 9.00 9.20 9.40
5000 ITI/Z 79.00 18.82%
39.0 H
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5844: Benzenamine, 3-methyl- T e
106.0 8.60 8.80 9.00 9.20 9.40
m/z 39.00 8.80%
5000
920 |
O T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 11 dl-2-Phenyl-1,2-propanediol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.122 8.36 ng/ul 439524  1,4-Dichlorobenzene-d4 8.005

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 d1-2-Phenyl-1,2-propanediol 152 C9H1202 004217-66-7 74
2 .alpha.-Ethyl-.alpha.-methylbenz... 150 C10H140 001565-75-9 72
3 Benzene, (1-methoxyethyl)- 136 C9H120 004013-34-7 64
4 4-Methoxybenzyl isothiocyanate 179 C9HINOS 003694-57-3 64
5 Atrolactic acid 166 C9H1003 000515-30-0 64

Abundance Scan 1009 (9.122 min): BP014496.D\data.ms (-1004) (-) m/z 43.00 100.00%

43.0
121.0
5000
SR T
‘ 8.80 9.00 9.20 9.40
0 i bl 207.0 2830 35494149 4926 /7 151.00  78.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30179: dI-2-Phenyl-1,2-propanediol
43.0
5000 121.0 T
8.80 9.00 9.20 9.40
m/z 77.00 20.03%
O‘\\‘\‘%’\\l\\“l\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #27630: .alpha.-Ethyl-.alpha.-methylbenzyl alcohol
43.0
1210 T[T T T[T T[T [rrrry
8.80 9.00 9.20 9.40
5000 ITI z 51.00 14.03%
o_m,umw T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18890: Benzene, (1-methoxyethyl)- T TS
121.0 8.80 9.00 9.20 9.40
m/z 78.10 12.16%
5000
51. o‘ l
0 LHI .|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 12 2-Methyl-1-ethylpyrrolidine Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
9.387 4.15 ng/ul 218160 1,4-Dichlorobenzene-d4 8.005

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Methyl-1-ethylpyrrolidine 113 C7H15N 000765-79-7 70
2 2-Isopropylpyrrolidine 113 C7H15N 1010424-35-0 55
3 1-Ethyl-2-pyrrolidinone 113 C6H11NO 002687-91-4 55
4 1-Ethyl-2-pyrrolidinone 113 C6H11NO 002687-91-4 46
5 Benzen-d5-amine 98 C6H2D5N 004165-61-1 46

Abundance Scan 1054 (9.387 min): BP014496.D\data.ms (-1048) (-) m/z 43.00 100.00%
43.0 1131

.

5000
A R e maa e
‘“ ‘J 207.9 2819 354.9414.6 ) 9.00 9.20 9.40 9.60 9.80
b AR, 2505 2D10 354.9414.6 489.5547. /7 98.e0  88.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7926: 2-Methyl-1-ethylpyrrolidine
98.0
5000 BEEEE R
9.00 9.20 9.40 9.60 9.80
STT m/z 113.05 86.22%
O‘\\\}\H“\l‘\\‘!l\\l‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7899: 2-Isopropylpyrrolidine
98.0
e R AREARREE S
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.05 81.74%
27.
0“"“1\“”,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7840: 1-Ethyl-2-pyrrolidinone R e A RaEEE
98.0 9.00 9.20 9.40 9.60 9.80
m/z 70.00 79.34%
5000
28.
oMN"ML_‘m_m,mww_m_m_mwwmm T T L T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 13 unknown-02 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
9.534 3.82 ng/ul 308699 Naphthalene-d8 10.828

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .alpha.-Campholenal 152 C10H160 004501-58-0 46
2 Acetaldehyde, (3,3-dimethylcyclo... 152 C10H160 026532-25-2 42
3 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 38
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C1@H160 006752-80-3 25
5 cis-.beta.-Farnesene 204 C15H24 028973-97-9 25

Abundance Scan 1079 (9.534 min): BP014496.D\data.ms (-1073) (-) m/z 108.10 100.00%

108.1
41.0
5000
207.0266.9  356.0 950
. (
0’ WALLL 207.0209 | 356.0416.8 487.1546¢ /7 69.05  ge.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29124: .alpha.-Campholenal
108.0
5000 — :
9.50
41.0 \ m/Z 109.05 67.42%
O‘\\“\Jlf”!l%‘u\\‘!‘1\‘1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29363: Acetaldehyde, (3,3-dimethylcyclohexylidene)-, (E

3

109.0
T \
41.0 9.50
5000 m/z 95.10 64.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #29313: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)- ——
109.0 9.50

43.0 m/z 41.00 63.20%
OM\M‘, P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 14 Hexanoic acid, 3,5,5-trimet... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
9.658 4.59 ng/ul 370736  Naphthalene-d8 10.828

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 90
2 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 90
3 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 86
4 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 83
5 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 64

Abundance Scan 1100 (9.658 min): BP014496.D\data.ms (-1093) (-) m/z 57.05 100.00%

57.0
5000

e
’ 3(25'1 190.8251.0 341.0 430.6 36.2 950 1000
| © 190.8251. 0 430. 536. 5
L 2900201 o2t D A0S 2302 m/z 83.05  46.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35394: Hexanoic acid, 3,5,5-trimethyl-
57.0

5000 DN
9.50 10.00
m/z 41.00 42.96%

l J(zs.o
‘\\”f“‘“f\\\\‘\L“\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl-

57.0

T
9.50 10.00

o

o

5000 m/z 56.05 25.30%
” Hl \\ Il 2\\5.0 WM
O Mt e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35400: Hexanoic acid, 3,5,5-trimethyl- — ——
517.0 9.50 10.00

m/z 55.00  23.18%

- WMM\
“ ] 25.0

T S - ——
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 15 unknown-03 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.034 5.11 ng/ul 412518  Naphthalene-d8 10.828
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (5-Ethylcyclopent-1-enyl)methanol 126 C8H140 036431-59-1 35
2 5-Hydroxymethyl-2-furancarboxyli... 156 C7H804 1000453-45-4 25
3 5-Hexen-2-one, 5-methyl- 112 C7H120 003240-09-3 22
4 Methyl-3,4-0-furylidene.beta.l-a... 242 C11H1406 053547-58-3 22
5 2-Ethyl-1-pyrroline 97 C6H11N 1000422-81-4 22

Abundance Scan 1164 (10.034 min): BP014496.D\data.ms (-1155) (- m/z 43.00 100.00%

9.

=

5000
156.1 T
l ‘ 10.00
O AdlhALy | 221928313400 4189 5043 ... 690  76.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13129: (5-Ethylcyclopent-1-enyl)methanol
97.0
5000 —~ :
10.00
3 T m/z 97.00  62.14%
O‘\\\‘J[‘“\‘AL‘V‘J‘J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #33505: 5-Hydroxymethyl-2-furancarboxylic acid, methyl
97.0

-

T
10.00
5000 m/z 41.05 55.89%

156.0
31.0
e

||

n

3

0 el e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7388: 5-Hexen-2-one, 5-methyl- —— ‘
43.0 10.00
m/z 95.10 41.68%
h \NAM\\/\
112.0
0l ,““L“ELJH‘_H‘_m_HwH_wwwww e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 16 Bicyclo[3.1.1]heptan-2-one,... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.093 6.08 ng/ul 491043  Naphthalene-d8 10.828
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 94
2 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 91
3 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 72
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004755-33-3 49
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 46

Abundance Scan 1174 (10.093 min): BP014496.D\data.ms (-1169) (-] ' m/z 83.00 100.00%
83.0

5000

?

10.00
‘ﬂm\}}142220792666325%40194§°8§188‘ m/z 55.00 57.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20298: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-

o

T Jﬂﬂwxjk/j\wﬂw/\ﬁﬁv
5000 — ‘
10.00
‘ m/z 81.05 40.34%
O‘\\HT'A\'“ f‘}l}\}W“““
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #20297. Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-
83.0
T T
10.00
5000 m/z 95.00 38.08%
OLS";M‘)}*,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19493: 1,6-Octadiene, 5,7-dimethyl-, (R)- —— ‘
55.0 10.00
m/z 67.00 32.68%
5000
Il
O‘H‘MM%‘pﬂww‘H‘_“W‘H‘““W‘H‘“‘H,‘H‘“‘H,‘ 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 18 Bicyclo[2.2.1]heptan-2-0l, ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.369 8.27 ng/ul 667956  Naphthalene-d8 10.828
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[2.2.1]heptan-2-01, 2,3,3... 154 C10H180 000465-31-6 70
2 Cyclohexanecarboxylic acid, 2-te... 212 C12H2003 1000279-85-7 43
3 2-Butene, 1-methoxy-, (E)- 86 C5H100 010034-14-7 38
4 3-Methoxybut-1-ene 86 C5H100 017351-24-5 38
5 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 38

Abundance Scan 1221 (10.369 min): BP014496.D\data.ms (-1213) (- m/z 71.00 100.00%
71.0

5000

-

10.00 10.50
m/z 43.00 93.96%

ol L “UL,M 2080267.13268 43014891547,
bl S50 ER 25208 9D LRed. Al

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #31201: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethyl-
71.0

.

5000
10.00 10.50
m/z 41.05 55.10%
J ‘ Fa 0
O‘\\H\\"Jn\“”\!“\J\M‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #89580. Cyclohexanecarboxylic acid, 2-tetrahydrofurylme
71.0
— —
10.00 10.50
5000 ITI/Z 69.05 53.46%
O\HL",,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2017: 2-Butene, 1-methoxy-, (E)- — ==
71.0 10.00 10.50
m/z 55.00 33.25%
h WW
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\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 26 Phenol, p-tert-butyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.181 6.13 ng/ul 495131  Naphthalene-d8 10.828
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 95
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 94
3 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 93
4 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 90
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 87

Abundance Scan 1529 (12.181 min): BP014496.D\data.ms (-1521) (-] | m/z 135.00 100.00%
135.0

5000

S

Wy _ 12.00 12.50
kbbb L 207.0267.8326.6 3988 488.7546. ./, 197 00  50.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl-
135.0

5000 — e
12.00 12.50

m/z 150.05  18.36%

77.
1\5;(\)};“”!‘}‘1\*!?“\‘{\\“\H\‘\H\‘H\\‘H\\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27474: Phenol, p-tert-butyl-
135.0

e —
12.00 12.50

77.0

o

o

5000 m/z 95.00 15.45%
41.0
0\H“MWA“M*HLH*W*H*M*H\H*W*H*w*www*w*w*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27475: Phenol, p-tert-butyl- P P
135.0 12.00 12.50

m/z 76.95 13.96%

5000
41.0
0 h ‘ L L L’ ‘. )

—— T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 27 Benzenamine, 3-chloro-4-met... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.340 50.38 ng/ul 4067240  Naphthalene-d8 10.828
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 98
2 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 98
3 Benzenamine, 2-chloro-4-methyl- 141 C7H8CIN 000615-65-6 94
4 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 93
5 Benzenamine, 2-chloro-4-methyl- 141 C7HSCIN 000615-65-6 93

Abundance Scan 1556 (12.340 min): BP014496.D\data.ms (-1549) (- m/z 140.00 100.00%

140.0
5000 77.0
“ 12,00 12'50
0_”'&‘,"\‘0"&\ L1 222.8281.93413 416.1474.35329 /7 106.00 94.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21895: Benzenamine, 3-chloro-4-methyl-
140.0
5000
77.0 1200 1250
m/z 141.00 92.49%
O‘\9&‘”“}“!%\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21907: Benzenamine, 3-chloro-4-methyl-
140.0
1200 1250
m/z 77.00 44 .60%
5000 77.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21913: Benzenamine, 2-chloro-4-methyl-
141.0 1200 1250
m/z 142.00 38.86%
5000
77.0
) U S T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1200 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21

Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 29 m-Toluidine, 4-chloro- Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
12.446  13.75 ng/ul 1110146  Naphthalene-ds 16.828
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Toluidine, 4-chloro- 141 C7HECIN 007149-75-9 96
2 Benzenamine, 4-chloro-2-methyl- 141 C7H8CIN 000095-69-2 93

3 Benzenamine, 5-chloro-2-methyl- 141 C7H8CIN 000095-79-4 93
4 Benzenamine, 3-chloro-2-methyl- 141 C7H8CIN 000087-60-5 93
5 Benzenamine, 3-chloro-2-methyl- 141 C7HSCIN 000087-60-5 91

Abundance Scan 1573 (12.440 min): BP014496.D\data.ms (-1568) (-] ' m/z 106.00 100.00%
1

06.0

_—

5000
o
SQP 12.50
ol kbkdae J, 2070 28093406 4291 5280 1/, 141,00  94.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21881: m-Toluidine, 4-chloro-
106.0
5000 T
12.50
39-r m/z 77.00  38.75%
OJ‘”(L‘A'H"hgTH ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21905: Benzenamine, 4-chloro-2-methyl-
106.0
=
12.50
5000 ITI/Z 143.00 29.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21903: Benzenamine, 5-chloro-2-methyl- 5
106.0 12.50
m/z 78.00 18.68%
5000
39.P ’
O‘HPHWW‘_W‘,H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘ =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 30 (DEL) Alkane: Cyclic12.552 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.552 3.17 ng/ul 255774  Naphthalene-d8 10.828
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 41
2 Cycloheptanol, 2-methylene 126 C8H140 016240-38-3 38
3 8-Methyloctahydrocoumarin 168 C10H1602 021197-56-8 38
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 25
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 25
Abundance Scan 1592 (12.552 min): BP014496.D\data.ms (-1588) (- m/z 109.10 100.00%
109.1
43.0
5000
RN T
\‘16&0 12.50
or bl | 2811 3851 428949025461 . s 0 76.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #13293: Cyclopentane, 1-methyl-3-(1-methylethyl)-
83.0
5000 — :
12.50
m/z 83.10 74.51%
O \U\H‘l\l\‘“\\“fl\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13054: Cycloheptanol, 2-methylene
83.0
RN T
12.50
5000 m/z 43.00 66.80%
024;’ M/\AA/L\J
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43016: 8-Methyloctahydrocoumarin —— ‘
55.0 12.50
m/z 41.10 53.07%
5000
124.0
0 Hl“” —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 35 unknown-04 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.587 8.94 ng/ul 973127  Acenaphthene-d10 14.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanecarboxylic acid, 3,5-... 238 C15H2602 1000279-52-3 35
2 Phenylphosphine 110 CeH7P 000638-21-1 35
3 Furan, 2,3,5-trimethyl- 110 C7H100 010504-04-8 27
4 .alpha.-Campholenal 152 C10H160 004501-58-0 22
5 1H-Imidazole,1l-ethyl-2-methyl 110 C6H1eN2 021202-52-8 22
Abundance Scan 1938 (14.587 min): BP014496.D\data.ms (-1933) (- m/z 43.00 100.00%
43.0 108.0
5000
196.2
LN \
1‘ nWHI N 282.1340.8 4148  506.1 14.50
O R R m/z 108.00  96.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121098: Cyclohexanecarboxylic acid, 3,5-dimethylcyclot
110.0
41.
5000 — ‘
14.50
m/z 110.10 78.61%
O\\“\‘\{\“”}Ml\ﬂ‘ \‘\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6548: Phenylphosphine
108.0
LN \
14.50
5000 m/z 111.00 56.61%
39.7
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6581: Furan, 2,3,5-trimethyl- T ‘
110.0 14.50
43.0 m/z 55.00 49.41%
- WMA/\MMW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 38 unknown-05 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

15.922 5.55 ng/ul 604531  Acenaphthene-di0 14.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,6-Difluorotoluene 128 C7H6F2 000443-84-5 25
2 DL-Leucine, N-acetyl-, ethyl ester 201 C10H19NO3 004071-36-7 22
3 Pyridine, 2-chloro-6-methyl- 127 C6H6CIN 018368-63-3 18
4 2-Chloro-N-[2-(diethylamino)ethy... 254 C13H19C1N20 002852-24-6 15
5 4-(Chloromethyl)pyridine 127 C6H6CIN 010445-91-7 14

Abundance Scan 2165 (15.922 min): BP014496.D\data.ms (-2161) (- m/z 86.00 100.00%
86.0

5000 157.9

-

T
16.00

.ﬁmJ 222.9280.9 3549  460.6 532.7
L

0! EE2ETE T oS A00D 934l m/z 127.00  74.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14249: 2,6-Difluorotoluene
127.0
5000 T
16.00
m/z 157.95 48.28%
44.0
O‘\\\H’M\‘\‘\‘\‘H‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #76605: DL-Leucine, N-acetyl-, ethyl ester
86.0
e
16.00
5000 ITI/Z 128.00 44 .09%
2%- 145.0
0‘Hu'm,"w‘“muhH‘um‘u‘Wm‘mwm‘mwmwuu_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13458: Pyridine, 2-chloro-6-methyl- ——
127.0 16.00
m/z 71.00 35.05%
50001 o MU\J\WNA
- N — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 39 Benzophenone Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.022 7.74 ng/ul 842288  Acenaphthene-di0 14.663
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2182 (16.022 min): BP014496.D\data.ms (-2178) (- m/z 105.00 100.00%
105.0
U
39 16.00
Ofroibid e L 281.03409 4291 5367 n/; 77.00  72.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 — :
16.00
m/z 182.05 49.69%
27.0 | |
O\\‘\‘\‘\\‘\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
T
16.00
5000 1820 m/z 51.00 29.34%
0271.01 i n \
et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0 16.00
m/z 50.00 8.75%
182.0
5000
R AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 40 Benzenesulfonamide, N-ethyl... Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T.
16.192  28.26 ng/ul 3930780  Phenanthrene-d10 17.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 98
2 Tolbutamide 270 C12H18N203S 000064-77-7 50
3 4-Methyl-N-[2-(3-nitro-[1,2,4]tr... 311 C11H13N504S 1000301-03-5 50
4 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 49
5 Pyridine-2-carbonitrile, 3,5,6-t... 375 C13H8C13N302S 255713-77-0 47

Abundance Scan 2211 (16.192 min): BP014496.D\data.ms (-2205) (- m/z 91.00 100.00%
91.0

5000
154.9 AJ

— —n
l 4 16.00 16.50
Al L 1219.9281.1 3870 489.1548( 7 154.95  29.36%

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

Abundance #75203: Benzenesulfonamide, N-ethyl-2-methyl-
91.0

o

5000 —— —
155.0 16.00 16.50

m/z 65.00  29.26%

N
r©
FO—

1 \l

“\L\r‘\!\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘\

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

o

Abundance #160125: Tolbutamide
91.0
= =
16.00 16.50
5000 ITI/Z 90.00 25.46%
155.0
on.,ml.'mﬂ?-o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212416: 4-Methyl-N-[2-(3-nitro-[1,2,4]triazol-1-yl)-ethyl]- — ——
91.0 16.00 16.50
m/z 199.10 17.41%
5000 155.0
OII,MJ.M“ZM-OSH-O S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 41 2(3H)-Benzothiazolone Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
16.387 5.34 ng/ul 742517  Phenanthrene-di10 17.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
3 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 68
4 Thieno[3,2-b]pyridin-7-ol 151 C7H5NOS 107818-20-2 52
5 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 43

Abundance Scan 2244 (16.387 min): BP014496.D\data.ms (-2240) (-] ' m/z 151.00 100.00%
151.0

-

5000
69.0 o= ‘
h 16.00 16.50
ol i, k| 22012830 3876 461.1 5491 ./, 96.6p  89.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28647: 2(3H)-Benzothiazolone
151.0
5000 — —
16.00 16.50
69.0 m/z 123.00 66.70%
0 ‘\\\\“\J’“'\M\“‘\‘\J“\\“H LB L L L B B B I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28644: 2(3H)-Benzothiazolone
151.0
— ——
16.00 16.50
5000 m/z 69.00 20.50%
69.0
L

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

Abundance #28654: 1,2-Benzisothiazol-3(2H)-one — —
151.0 16.00 16.50
m/z 70.00 12.90%
5000
69.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 42 Benzenesulfonamide, N-ethyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.704  18.50 ng/ul 2572360  Phenanthrene-d10 17.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 98
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 96
3 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 91
4 N-isobutyl-4-methylbenzenesulfon... 227 C11H17NO2S 023705-38-6 86
5 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 81
Abundance Scan 2298 (16.704 min): BP014496.D\data.ms (-2292) (- m/z 91.00 100.00%
91.0
155.0
5000
—= =
‘ 16.50 17.00
ol bt 1 12210 294.9 4012 4777 549.  n/; 155.00  67.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0
5000 L 1 T T
16.50 17.00
’ m/z 184.00  43.30%
0 ‘\ngﬁlﬁw'\\lw"M\‘x‘\H‘\‘[HH‘HH‘HH“H\‘HH“H\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75201: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0 L — ——
16.50 17.00
5000 m/z 65.00 28.02%
28.
0 _wlmch‘_m_m_‘waH,w_m,w_m,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75207: Benzenesulfonamide, N-ethyl-4-methyl- == =
155.0 16.50 17.00
m/z 92.05 12.75%
91.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\

Library Search Compound Report

Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS vial : 18

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.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 43 n-Hexadecanoic acid Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
18.298 12.79 ng/ul 1778640  Phenanthrene-d10 17.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2569 (18.298 min): BP014496.D\data.ms (-2564) (-

9.

m/z 73.00 100.00%

5000

-

213.2
“H L ‘ 18.00 18.50
RO L 2r0as271 avasarsizar. T eg 05 gyo14
m/z--> 0 50 100 150 200 250 300 350 400 450 500

o

Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 7
18.00 18.50
‘M ‘ 213.0 m/z 43.05 80.67%
O’\\\ “ \\"TJ”\h\\l \W\XI‘\“\IM\W“\\\\‘\\H‘\\\\‘\\H‘\\\\‘\\\\‘

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

-

Abundance #143508: n-Hexadecanoic acid
43.0 256.0
— —
18.00 18.50
5000 m/z 41.10 69.86%
129.0
0'prrt “ ‘“Jh‘w"‘m i \‘RﬂM"l"""m_m_ww_w

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

— —

Abundance #92069: Tridecanoic acid
73.0 18.00 18.50
m/z 57.05 66.35%
5000
171.0
o,M ‘”m““\'\\ —— ==
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 46 unknown-06 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.057 5.99 ng/ul 832602  Phenanthrene-die 17.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Fluoro-2,3-dihydro-1H-indole, ... 151 C9H1@FN 1851835-07-8 46
2 2,6-Diaminopurine 150 C5H6N6 001904-98-9 38
3 5H,7H,8H-Pyrano[4,3-d]pyrimidin-... 151 C7H9N30 1000387-91-4 38
4 1-(2-Methoxyphenyl)piperazine 192 C11H16N20 035386-24-4 27
5 Benzenemethanol, 3-(dimethylamino)- 151 C9H13NO 023501-93-1 27

Abundance Scan 2698 (19.057 min): BP014496.D\data.ms (-2694) (- m/z 59.00 100.00%
59.0 150.1

-

5000
U \
‘A 8.1 19.00
ok \‘,’J J 1 281.1341.1401.1 476.1 549. m/z 150.05  94.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #28902: 4-Fluoro-2,3-dihydro-1H-indole, N-methyl-
150.0
5000 =
19.00
m/z 43.00 86.00%
OI‘-!\:;\'\OT"”\?ﬁ.\‘(:“)‘I\\‘”\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27922: 2,6-Diaminopurine
150.0
N \
19.00
5000 ITI/Z 151.05 61.26%
43.0
oJ‘,*H‘“ B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #28681: 5H,7H,8H-Pyrano[4,3-d]pyrimidin-2-amine —
. 19.00

150.0
m/z 93.00 35.95%
. il AAF/\$WN
o“,‘i"‘“”’ S S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00
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Data Path : Z:\
Data File : BP@

Acq On : 03
Operator : CG/
Sample : 020
Misc

ALS vial : 18

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP040323\
14496.D

Apr 2023 20:21

Ju

93-12

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.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 48 Octadecanoic acid Concentration Rank 28

R.T EstConc Area Relative to ISTD R.T.
19.522 3.85 ng/ul 511900  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 99
3 Octadecanoic acid 284 (C18H3602 000057-11-4 98
4 Octadecanoic acid 284 (C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2777 (19.522 min): BP014496.D\data.ms (-2773) (-

3

m/z 73.00 100.00%

%

5000
241.2
‘ ‘ ‘ 1710 ‘ 19.50
ol ”'* bbb i1 324.9 4020 488.9549. /0 43 95 87.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — |
19.50
’ h‘ 1850  284.0 m/z 60.00 73.93%
O‘\\‘\ ‘1'\“1“‘!“1\‘\!\\%\\\!‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #179091: Octadecanoic acid
43.0
I \
19.50
5000 129.0 m/z 55.85 72.08%
’ T W/\/\M
o MMt 222 |

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

Abundance #179093: Octadecanoic acid —— ‘
73.0 19.50
m/z 57.00 70.71%
5000 284.0
185.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
20.728 2.52 ng/ul 335910  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
3 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 80
4 Heneicosane 296 C21H44 000629-94-7 72
5 Octacosane 394 (C28H58 000630-02-4 68

Abundance Scan 2982 (20.728 min): BP014496.D\data.ms (-2979) (- m/z 57.10 100.00%
7.1

5
5000

7.1 207.0
| MLLERTE 2070 20013602 428.8489250m i 1 10 65719

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45490: Undecane, 3-methyl-
57.0

5000

o

m/z 43.10 61.43%

141.0
W‘hW”wwf”“ﬁ‘”\”‘W‘”‘U‘”\”‘W‘”‘W‘”\”‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

o

5000 m/z 85.10 50.85%
0 ‘ | 2270 2110 296.0
e A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193300: Dodecane, 1-iodo- — T
57.0 20.50 21.00

B M_*/\J\
155.0

ol — e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 51 2,3,4,5,6,7-Hexahydro-1H-cy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.116 10.34 ng/ul 1375250  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 64
2 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 64
3 1H-Benzimidazole, 5,6-dimethyl- 146 C9H1ON2 000582-60-5 59
4 1H-Benzimidazole, 5,6-dimethyl- 146 COH1ON2 000582-60-5 59
5 1H-Indole-3-ethanol, 5-hydroxy- 177 C10H11NO2 000154-02-9 53
Abundance Scan 3048 (21.116 min): BP014496.D\data.ms (-3044) (-] ' m/z 146.05 100.00%
146.1
5000 JL‘
43'0 T ‘ T T ‘ T
‘ | 2151 300 21.00 21.50
bbbl 2225 800.1357.1415.1474.2 5371 /7 131.05  34.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalen
146.0
5000 et —
21.00 21.50
m/z 43.00 23.72%
7.
0 \‘\!"h\m\‘mjb"ﬂ\h‘hr"‘\H\‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #25037: 5H-Benzocycloheptene,6,7,8,9-tetrahydro-
146.0
—— —
21.00 21.50
5000 m/z 117.10 17.87%
77. ‘
0 ‘H‘JJAJMNM“H‘“H“‘H“H‘“H“‘H“_“‘_“‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25701: 1H-Benzimidazole, 5,6-dimethyl- —— —
146.0 21.00 21.50
m/z 133.00 17.27%
) A — — —
m/z--> 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\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 52 Pentadecafluorooctanoic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.186 10.53 ng/ul 1401660  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 91
3 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 91
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
5 Z-14-Nonacosene 406 C29H58 1010131-18-9 90
Abundance Scan 3060 (21.186 min): BP014496.D\data.ms (-3056) (- m/z 57.10 100.00%
57.1
125 1 21.00 21.50
) 239.2 : :
oA bblLLy . 2302 3234 4300 5208 .7 43.05  78.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —r— —
21.00 21.50
m/z 55.00 68.17%
FS'O 252.0
O\\J‘\\‘H\J‘WI‘W‘WJ\\MH“H\‘H‘H“\.H\‘H\:\3‘6\19\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\6\4\‘8\"
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
—— —
21.00 21.50
5000 m/z 83.10 61.57%
5.0
250.0
ok 360.0
iy
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228815: 1-Hexadecanesulfonyl chloride — —
57.0 21.00 21.50
m/z 71.05 61.17%
5000
5.0
224.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 53 (DEL) Alkane: Straight-Chai... Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
21.628 2.75 ng/ul 365571  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
3 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 80
4 Octadecane 254 C18H38 000593-45-3 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
Abundance Scan 3135 (21.628 min): BP014496.D\data.ms (-3133) (- m/z 57.10 100.00%
57.1
2150  22.00
127.1 : :
ob- ‘i M L 2000 28113410 43104932549\ p 71 10 77.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 I m_——
21.50 22.00
m/z 43.05 65.49%
127.0 239.0
O\\‘\I}\\J‘\J“\JF\“\\H\\‘\!‘\TI\\‘L‘\\ng\e‘.\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261137: Hexadecane, 1-iodo-
57.0
—— —
21.50 22.00
5000 m/z 85.10 54.18%
155.0 225.0
0 N\mlJm‘_“wmwHh_m_m‘mWm_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152677: Sulfurous acid, butyl nonyl ester —— —
57.0 21.50 22.00
m/z 55.00 24.13%
5000 Lﬁﬁ
127.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

SFAM-EPA-BP032823.M Tue Apr 04 14:05:53 2023 Page: 36



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acq On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 54 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.775 9.07 ng/ul 1079670  Perylene-d12 24.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S 028413-57-2 78
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
5 3,7-Dimethyl-1-phenylsulfonyl-2,... 278 C16H2202S 1000432-27-5 59
Abundance Scan 3330 (22.775 min): BP014496.D\data.ms (-3326) (- m/z 69.10 100.00%
69.1
— =
“ 137.0 203.1 22.50 23.00
Obrripbidaddy, 2031 2731 3411 4168 5031 - n/z 81.e0  50.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 T —
22.50 23.00
m/z 41.05 23.54%
137.0
Obkililyy |, 2030 273.0 341.0 410.0
\\\‘\ \\‘\\\\‘\\11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217719: 1-(Phenylthio)-3,7,11-trimethyl-2,6,10-dodecatr
69.0
—— —
22.50 23.00
5000 m/z 95.00 13.29%
137.0
204.0
N e
T T e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol —— ——
69.0 22.50 23.00
m/z 68.05 11.93%
5000
l 137.0
obedbbibygl 2080 = ==
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040323\
Data File : BP@14496.D

Acqg On : 03 Apr 2023 20:21
Operator : CG/JU

Sample : 02093-12

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP032823.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|
Paraldehyde 4.217 8.3 ng/ul 438169 1 8.005 1051620 20.0
1,3-Oxathiolane 4.599 12.6 ng/ul 664328 1 8.005 1051620 20.0
N-Ethylmorpholine 5.722 7.5 ng/ul 392588 1 8.005 1051620 20.0
unknown-01 6.269 3.8 ng/ul 198474 1 8.005 1051620 20.0
Guanidine, N,N,... 6.952 4.0 ng/ul 210156 1 8.005 1051620 20.0
1,3-Propanediam... 7.464 4.5 ng/ul 236778 1 8.005 1051620 20.0
Propanenitrile,... 8.093 6.1 ng/ul 319894 1 8.005 1051620 20.0
Benzenamine, 3-... 9.016 308.8 ng/ul 16238500 1 8.005 1051620 20.0
dl-2-Phenyl-1,2... 9.122 8.4 ng/ul 439524 1 8.005 1051620 20.0
2-Methyl-1-ethy... 9.387 4.2 ng/ul 218160 1 8.005 1051620 20.0
unknown-02 9.534 3.8 ng/ul 308699 2 10.828 1614510 20.0
Hexanoic acid, 9.658 4.6 ng/ul 370736 2 10.828 1614510 20.0
unknown-03 10.034 5.1 ng/ul 412518 2 10.828 1614510 20.0
Bicyclo[3.1.1]h... 10.093 6.1 ng/ul 491043 2 10.828 1614510 20.0
Bicyclo[2.2.1]h... 10.369 8.3 ng/ul 667956 2 10.828 1614510 20.0
Phenol, p-tert-.. 12.181 6.1 ng/ul 495131 2 10.828 1614510 20.0
Benzenamine, 3-... 12.340 50.4 ng/ul 4067240 2 10.828 1614510 20.0
m-Toluidine, 4-... 12.440 13.8 ng/ul 1110140 2 10.828 1614510 20.0
(DEL) Alkane: C... 12.552 3.2 ng/ul 255774 2 10.828 1614510 20.0
unknown-04 14.587 8.9 ng/ul 973127 3 14.663 2177770 20.0
unknown-@5 15.922 5.5 ng/ul 604531 3 14.663 2177770 20.0
Benzophenone 16.022 7.7 ng/ul 842288 3 14.663 2177770 20.0
Benzenesulfonam... 16.192 28.3 ng/ul 3930780 4 17.422 2781630 20.0
2(3H)-Benzothia.. 16.387 5.3 ng/ul 742517 4 17.422 2781630 20.0
Benzenesulfonam... 16.704 18.5 ng/ul 2572360 4 17.422 2781630 20.0
n-Hexadecanoic ... 18.298 12.8 ng/ul 1778640 4 17.422 2781630 20.0
unknown-06 19.057 6.0 ng/ul 832602 4 17.422 2781630 20.0
Octadecanoic acid  19.522 3.9 ng/ul 511900 5 21.510 2661250 20.0
(DEL) Alkane: S... 20.728 2.5 ng/ul 335910 5 21.510 2661250 20.0
2,3,4,5,6,7-Hex... 21.116 10.3 ng/ul 1375250 5 21.510 2661250 20.0
Pentadecafluoro... 21.186 10.5 ng/ul 1401660 5 21.510 2661250 20.0
(DEL) Alkane: S... 21.628 2.8 ng/ul 365571 5 21.510 2661250 20.0
Supraene 22.775 9.1 ng/ul 1079670 6 24.027 2380870 20.0
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